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1 Peer Reviewed Publications

[•] S. Braun, M. Böckmann, and D. Marx,

Unfolding a Photoswitchable Azo-Foldamer Reveals a Non-Covalent Reaction Mech-

anism,

ChemPhysChem (Communication), (cphc.201101001 accepted on Thu, February

2, 2012, Editor: G. Heydenrych).

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

[158] G. Mathias, S. D. Ivanov, A. Witt, M. D. Baer, and D. Marx,

Infrared Spectroscopy of Fluxional Molecules from (ab Initio) Molecular Dynamics:

Resolving Large-Amplitude Motion, Multiple Conformations, and Permutational

Symmetries,

J. Chem. Theory Comput. 8, 224–234 (2012).

Anonymous ftp: <outgoing/dominik marx/PAPERS/ct2006665.pdf>

[157] M. Farnesi Camellone and D. Marx,

Solvation of Au+ versus Au0 in aqueous solution: electronic structure governs

solvation shell patterns,

Phys. Chem. Chem. Phys. 14, 937–944 (2012).

Anonymous ftp: <outgoing/dominik marx/PAPERS/pccp-2012-14-937.pdf>

[156] L. Walewski, H. Forbert, and D. Marx,

Quantum Induced Bond Centering in Microsolvated HCl: Solvent Separated versus

Contact Ion Pairs,

J. Phys. Chem. Lett. 2, 3069–3074 (2011).

Anonymous ftp: <outgoing/dominik marx/PAPERS/jpcl-2011-2-3069.pdf>

[155] A. D. Boese, H. Forbert, M. Masia, A. Tekin, D. Marx, and G.

Jansen,

Constructing simple yet accurate potentials for describing the solvation of HCl/water

clusters in bulk helium and nanodroplets,

Phys. Chem. Chem. Phys. 13, 14550–14564 (2011);

Anonymous ftp: <outgoing/dominik marx/PAPERS/c1cp20991d.pdf>

with 10 pages of Electronic Supplementary Information.

Anonymous ftp: <outgoing/dominik marx/PAPERS/c1cp20991d-si.pdf>

[154] A. Witt, S. D. Ivanov, G. Mathias, and D. Marx,

Quantum Molecular Dynamics Calculations of Ultrafast Timescales and Infrared

Spectra of Protonated Methane: Quantifying Isotope-Specific Lifetimes,

J. Phys. Chem. Lett. 2, 1377–1381 (2011).

Anonymous ftp: <outgoing/dominik marx/PAPERS/jpcl-2-1377-2011.pdf>
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[153] P. Dopieralski, J. Ribas–Arino, and D. Marx,

Force–Fransformed Free–Energy Surfaces and Trajectory–Shooting Simulations Re-

veal the Mechano–Stereochemistry of Cyclopropane Ring–Opening Reactions,

Angew. Chem. Int. Ed. 50, 7105–7108 (2011);

Anonymous ftp: <outgoing/dominik marx/PAPERS/anie-50-7105-2011.pdf>

with 15 pages of Supporting Information.

Anonymous ftp: <outgoing/dominik marx/PAPERS/anie-50-7105-2011-SI.pdf>

Force–Fransformed Free–Energy Surfaces and Trajectory–Shooting Simulations Re-

veal the Mechano–Stereochemistry of Cyclopropane Ring–Opening Reactions,

Angew. Chem. 123, 7243–7246 (2011).

Anonymous ftp: <outgoing/dominik marx/PAPERS/ange-123-7243-2011.pdf>

[152] M. Farnesi Camellone, P. M. Kowalski, and D. Marx,

Ideal, defective, and gold-promoted rutile TiO2(110) surfaces interacting with CO,

H2, and H2O: Structures, energies, thermodynamics, and dynamics from PBE+U,

Phys. Rev. B 84, 035413-1–18 (2011).

Anonymous ftp: <outgoing/dominik marx/PAPERS/prb-84-035413-2011.pdf>

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

Assigning Predissociation Infrared Spectra of Microsolvated Hydronium Cations

H3O+·(H2)n (n = 0, 1, 2, 3) by Ab Initio Molecular Dynamics,

ChemPhysChem 12, 1906–1915 (2011).

part of the “Karl Kleinermanns Festschrift”.

Anonymous ftp: <outgoing/dominik marx/PAPERS/cpc-12-1906-2011.pdf>

[150] R. Pollet, N. N. Nair, and D. Marx,

Water Exchange of a ProHance MRI Contrast Agent: Isomer–Dependent Free–

Energy Landscapes and Mechanisms,

Inorg. Chem. 50, 4791–4797 (2011);

Anonymous ftp: <outgoing/dominik marx/PAPERS/ic102403r.pdf>

with 2 pages of Supporting Information.

Anonymous ftp: <outgoing/dominik marx/PAPERS/ic102403r-si.pdf>

[149] P. Dopieralski, P. Anjukandi, M. Rückert, M. Shiga, J. Ribas–Arino,

and D. Marx,

On the role of polymer chains in transducing external mechanical forces to benzo-

cyclobutene mechanophores,

J. Mater. Chem. 21, 8309–8316 (2011).

Anonymous ftp: <outgoing/dominik marx/PAPERS/jmc-2011-21-8309.pdf>

[148] E. Schreiner, N. N. Nair, C. Wittekindt, and D. Marx,

Peptide Synthesis in Aqueous Environments: The Role of Extreme Conditions and

Pyrite Mineral Surfaces on Formation and Hydrolysis of Peptides,
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J. Am. Chem. Soc. 133, 8216–8226 (2011);

Anonymous ftp: <outgoing/dominik marx/PAPERS/ja111503z.pdf>

with 6 pages of Supporting Information.

Anonymous ftp: <outgoing/dominik marx/PAPERS/ja111503z-si.pdf>

[147] H. Forbert, M. Masia, A. Kaczmarek–Kedziera, N. N. Nair, and D.

Marx,

Aggregation–Induced Chemical Reactions: Acid Dissociation in Growing Water

Clusters,

J. Am. Chem. Soc. 133, 4062–4072 (2011);

Anonymous ftp: <outgoing/dominik marx/PAPERS/ja1099209.pdf>

with 2 pages of Supporting Information.

Anonymous ftp: <outgoing/dominik marx/PAPERS/ja1099209-si.pdf>

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

Methanol synthesis on ZnO(0001̄). III. Free energy landscapes, reaction pathways,

and mechanistic insights,

J. Chem. Phys. 134, 064710-1–14 (2011);

Anonymous ftp: <outgoing/dominik marx/PAPERS/jcp134-11-064710.pdf>

with 4 pages of Supporting Material.

Anonymous ftp: <outgoing/dominik marx/PAPERS/jcp134-11-064710-si.pdf>

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

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 manuscript receive such a positive evaluation”).
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[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>

[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>

[137] M. Böckmann, N. L. Doltsinis, and D. Marx,

Unraveling a Chemically Enhanced Photoswitch: Bridged Azobenzene,

Angew. Chem. Int. Ed. 49, 3382–3384 (2010);
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Anonymous ftp: <outgoing/dominik marx/PAPERS/azo-ANIE-49-3382-2010.pdf>

Unraveling a Chemically Enhanced Photoswitch: Bridged Azobenzene,

Angew. Chem. 122, 3454–3456 (2010).

Anonymous ftp: <outgoing/dominik marx/PAPERS/azo-ANGE-122-3454-2010.pdf>

[136] S. D. Ivanov, O. Asvany, A. Witt, E. Hugo, G. Mathias, B. Redlich,

D. Marx, and S. Schlemmer,

Quantum–induced symmetry breaking explains infrared spectra of CH+
5 isotopo-

logues,

Nat. Chem. 2, 298–302 (2010);

Anonymous ftp: <outgoing/dominik marx/PAPERS/natchem-2010-2-298.pdf>

with 16 pages of Supplementary Information.

Anonymous ftp: <outgoing/dominik marx/PAPERS/natchem-2010-2-298-si.pdf>

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

Optical, Mechanical, and Opto–Mechanical Switching of Anchored Dithioazoben-

zene Bridges,

ChemPhysChem (Communication) 11, 345–348 (2010);

Anonymous ftp: <outgoing/dominik marx/PAPERS/CPC-2010-11-345.pdf>

see also Cover Picture on p. 317.

Anonymous ftp: <outgoing/dominik marx/PAPERS/CPC-2010-11-345-cov.pdf>

[134] N. N. Nair, J. Ribas–Arino, V. Staemmler, and D. Marx,

Magnetostructural Dynamics from Hubbard–U Corrected Spin–Projection: [2Fe–

2S] Complex in Ferredoxin,

J. Chem. Theory Comput. 6, 569–575 (2010).

Anonymous ftp: <outgoing/dominik marx/PAPERS/ct900547w.pdf>

[133] M. Böckmann, N. L. Doltsinis, and D. Marx,

Nonadiabatic Hybrid Quantum and Molecular Mechanic Simulations of Azoben-

zene Photoswitching in Bulk Liquid Environment,

J. Phys. Chem. A 114, 745–754 (2010).

Anonymous ftp: <outgoing/dominik marx/PAPERS/JPCA-114-745-2010.pdf>

[132] S. D. Ivanov, A. Witt, M. Shiga, and D. Marx,

Communications: On artificial frequency shifts in infrared spectra obtained from

centroid molecular dynamics: Quantum liquid water,

J. Chem. Phys. (Communication) 132, 031101-1–4 (2010).

Anonymous ftp: <outgoing/dominik marx/PAPERS/JCPSA61323031101.pdf>

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

Unravelling the Mechanism of Force–Induced Ring–Opening of Benzocyclobutenes,

Chem. Eur. J. (Communication) 15, 13331–13335 (2009).

Anonymous ftp: <outgoing/dominik marx/PAPERS/mechano-cej15-13331-2009.pdf>
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[130] E. Schreiner, N. N. Nair, and D. Marx,

Peptide Synthesis in Aqueous Environments: The Role of Extreme Conditions on

Peptide Bond Formation and Peptide Hydrolysis,

J. Am. Chem. Soc. 131, 13668–13675 (2009);

Anonymous ftp: <outgoing/dominik marx/PAPERS/ja9032742.pdf>

with 4 pages of Supporting Information.

Anonymous ftp: <outgoing/dominik marx/PAPERS/ja9032742-SI.pdf>

[129] A. Gutberlet, G. Schwaab, Ö. Birer, M. Masia, A. Kaczmarek, H.

Forbert, M. Havenith, and D. Marx,

Aggregation–Induced Dissociation of HCl(H2O)4 Below 1 K: The Smallest Droplet

of Acid,

Science 324, 1545–1548 (2009);

Anonymous ftp: <outgoing/dominik marx/PAPERS/science-324-1545-2009.pdf>

with 19 pages of Supporting Online Material;

Anonymous ftp: <outgoing/dominik marx/PAPERS/science-som-324-1545-2009.pdf>

see also corresponding Perspective article (Chemistry): T. S. Zwier: Squeezing the

Water Out of HCl(aq) in Science 324, 1522–1523 (2009);

Anonymous ftp: <outgoing/dominik marx/PAPERS/science-324-1522-2009.pdf>

see also coverage in the media:

Chemistry: The tiniest acid drop, Nature (London) 459, 1036–1036 (2009);

Formation of the smallest droplet of acid: New reaction mechanism at ultracold

temperatures, Chemie.DE Information Service GmbH: www.chemie.de/news/e/102330/

(22.06.2009); Neuer Reaktionsmechanismus bei ultrakalten Temperaturen, GIT Labor–

Fachzeitschrift 53(8), 486 (2009).

[128] A. Witt, S. D. Ivanov, M. Shiga, H. Forbert, and D. Marx,

On the applicability of centroid and ring polymer path integral molecular dynamics

for vibrational spectroscopy,

J. Chem. Phys. 130, 194510-1–15 (2009).

Anonymous ftp: <outgoing/dominik marx/PAPERS/JCPSA613019194510.pdf>

[127] M. Konôpka, R. Turanský, M. Dubecký, D. Marx, and I. Štich,

Molecular Mechanochemistry Understood at the Nanoscale: Thiolate Interfaces

and Junctions with Copper Surfaces and Clusters,

J. Phys. Chem. C 113, 8878–8887 (2009);

Anonymous ftp: <outgoing/dominik marx/PAPERS/jp9017025.pdf>

with 38 pages of Supporting Information.

Anonymous ftp: <outgoing/dominik marx/PAPERS/jp9017025-si.pdf>

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

Understanding Covalent Mechanochemistry,

Angew. Chem. Int. Ed. 48, 4190–4193 (2009);
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Anonymous ftp: <outgoing/dominik marx/PAPERS/mechano-anie-09.pdf>

with 10 pages of Supporting Information;

Anonymous ftp: <outgoing/dominik marx/PAPERS/mechano-anie-09-si.pdf>

Understanding Covalent Mechanochemistry,

Angew. Chem. 121, 4254–4257 (2009);

Anonymous ftp: <outgoing/dominik marx/PAPERS/mechano-angew-09.pdf>

Featured as a “Hot Paper” (. . . “chosen by the Editors for their importance in a

rapidly evolving field of high current interest”).

Anonymous ftp: <outgoing/dominik marx/PAPERS/mechano-anie-09-toc.pdf>

[125] J. Kiss, A. Witt, B. Meyer, and D. Marx,

Methanol synthesis on ZnO(0001̄). I. Hydrogen coverage, charge state of oxygen

vacancies, and chemical reactivity,

J. Chem. Phys. 130, 184706-1–14 (2009).

Anonymous ftp: <outgoing/dominik marx/PAPERS/jcp130-09-184706.pdf>

[124] E. C. Beret, R. R. Pappalardo, D. Marx, and E. Sánchez Marcos,

Characterizing Pt–Derived Anticancer Drugs from First Principles: The Case of

Oxaliplatin in Aqueous Solution,

ChemPhysChem 10, 1044–1052 (2009).

Anonymous ftp: <outgoing/dominik marx/PAPERS/CPC-2009-10-1044.pdf>

[123] M. Kunat, F. Traeger, D. Silber, H. Qiu, Y. Wang, A. C. van Veen,

Ch. Wöll, P. M. Kowalski, B. Meyer, C. Hättig, and D. Marx,

Formation of weakly bound, ordered adlayers of CO on rutile TiO2(110): A com-

bined experimental and theoretical study,

J. Chem. Phys. 130, 144703-1–11 (2009).

Anonymous ftp: <outgoing/dominik marx/PAPERS/jcp130-09-144703.pdf>

[122] A. Kaczmarek, M. Shiga, and D. Marx,

Quantum Effects on Vibrational and Electronic Spectra of Hydrazine Studied by

“On–the–Fly” ab Initio Ring Polymer Molecular Dynamics,

J. Phys. Chem. A 113, 1985–1994 (2009);

part of the “Max Wolfsberg Festschrift”.

Anonymous ftp: <outgoing/dominik marx/PAPERS/JPCA2009-113-1985.pdf>

[121] P. M. Kowalski, B. Meyer, and D. Marx,

Composition, structure, and stability of the rutile TiO2(110) surface: Oxygen de-

pletion, hydroxylation, hydrogen migration and water adsorption,

Phys. Rev. B 79, 115410-1–16 (2009).

Anonymous ftp: <outgoing/dominik marx/PAPERS/prb79-09-115410.pdf>

[120] R. Glaves, M. Baer, E. Schreiner, R. Stoll, and D. Marx,

Conformational Dynamics of Minimal Elastin–Like Polypeptides: The Role of Pro-
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line Revealed by Molecular Dynamics and Nuclear Magnetic Resonance,

ChemPhysChem 9, 2759–2765 (2008).

Anonymous ftp: <outgoing/dominik marx/PAPERS/ChemPhysChem-2008-9-2759.pdf>

[119] A. Chaumont, M. Baer, G. Mathias, and D. Marx,

Potential Proton–Release Channels in Bacteriorhodopsin,

ChemPhysChem 9, 2751–2758 (2008).

Anonymous ftp: <outgoing/dominik marx/PAPERS/ChemPhysChem-2008-9-2751.pdf>

[118] M. Baer, G. Mathias, I–F. W. Kuo, D. J. Tobias, C. J. Mundy, and D.

Marx,

Spectral Signatures of the Pentagonal Water Cluster in Bacteriorhodopsin,

ChemPhysChem (Communication) 9, 2703–2707 (2008).

Anonymous ftp: <outgoing/dominik marx/PAPERS/ChemPhysChem-2008-9-2703.pdf>

[117] E. C. Beret, J. M. Mart́ınez, R. R. Pappalardo, E. Sánchez Marcos,

N. L. Doltsinis, and D. Marx,

Explaining Asymmetric Solvation of Pt(II) versus Pd(II) in Aqueous Solution Re-

vealed by Ab Initio Molecular Dynamics Simulations,

J. Chem. Theory Comput. 4, 2108–2121 (2008).

Anonymous ftp: <outgoing/dominik marx/PAPERS/JCTC-ct800010q.pdf>

[116] A. Witt, S. D. Ivanov, H. Forbert, and D. Marx,

Microsolvation of Protonated Methane: Structures and Energetics of CH+
5 (H2)n,

J. Phys. Chem. A 112, 12510–12517 (2008).

Anonymous ftp: <outgoing/dominik marx/PAPERS/JPCA-112-12510-2008.pdf>

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

Peptide Synthesis in Aqueous Environments: The Role of Extreme Conditions on

Amino Acid Activation,

J. Am. Chem. Soc. 130, 14148–14160 (2008).

Anonymous ftp: <outgoing/dominik marx/PAPERS/ja802370c.pdf>

[114] N. N. Nair, E. Schreiner, R. Pollet, V. Staemmler, and D. Marx,

Magnetostructural Dynamics with the Extended Broken Symmetry Formalism: An-

tiferromagnetic [2Fe–2S] Complexes,

J. Chem. Theory Comput. 4, 1174–1188 (2008).

Anonymous ftp: <outgoing/dominik marx/PAPERS/jctc-4-1174-2008.pdf>

[113] M. Böckmann, N. L. Doltsinis, and D. Marx,

Azobenzene photoswitches in bulk materials,

Phys. Rev. E 78, 036101-1–4 (2008).

Anonymous ftp: <outgoing/dominik marx/PAPERS/PRE-78-036101-2008.pdf>
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[112] M. Konôpka, R. Turanský, J. Reichert, H. Fuchs, D. Marx, and

I. Štich,

Mechanochemistry and Thermochemistry are Different: Stress–Induced Strength-

ening of Chemical Bonds,

Phys. Rev. Lett. 100, 115503-1–4 (2008).

Anonymous ftp: <outgoing/dominik marx/PAPERS/PRL-100-115503.pdf>

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

Influence of Extreme Thermodynamic Conditions and Pyrite Surfaces on Peptide

Synthesis in Aqueous Media,

J. Am. Chem. Soc. (“Three–Page Communication” to the Editor) 130, 2768–

2770 (2008);

Anonymous ftp: <outgoing/dominik marx/PAPERS/ja7108085.pdf>

with 17 pages of Supporting Information;

Anonymous ftp: <outgoing/dominik marx/PAPERS/ja7108085-SI.pdf>

see also coverage in the media:

Supercomputer rekonstruiert erste Lebensmoleküle, Die Welt, Seite 31, 15.02.2008;

Anonymous ftp: <outgoing/dominik marx/PAPERS/peptide-welt-150208.pdf>

Reaktionen in virtuellem Wasser, Neue Zürcher Zeitung (NZZ), 26.03.2008; NZZ–Online,

31.03.2008;

Anonymous ftp: <outgoing/dominik marx/PAPERS/peptide-nzz-260308.pdf>

Bausteine des Lebens, Westdeutsche Allgemeine Zeitung (WAZ), 17.01.2009;

Anonymous ftp: <outgoing/dominik marx/PAPERS/peptide-waz-170109.pdf>

Supercomputer entdeckt Bausteine des Lebens, General–Anzeiger, Seite 13, 19.02.2008;

Anonymous ftp: <outgoing/dominik marx/PAPERS/peptide-ga-190208.pdf>

Präbiotische Peptidsynthese erstmals vollständig “in silico”, Chemie.DE Informa-

tion Service GmbH: www.bionity.com/news/d/77808/ (13.02.2008); D. Neukirchen:

Präbiotische Peptidsynthese: Chemiker untersuchen Peptidbindungen im virtuellen

Labor, Vogel Medien Gruppe (21.02.2008); Peptidbindungen im virtuellen Labor,

Chemie Plus 3, 8 (2008); Chemiker untersuchen Peptidbindungen im virtuellen

Labor, LaborPraxis 3, 14 (2008); Präbiotische Peptidsynthese erstmals vollständig

“in silico”, BIOforum 3, 13 (2008).

[110] E. C. Beret, R. R. Pappalardo, N. L. Doltsinis, D. Marx, and E.

Sánchez Marcos,

Aqueous PdII and PtII : Anionic Hydration Revealed by Car–Parrinello Simula-

tions,

ChemPhysChem (Communication) 9, 237–240 (2008).

Anonymous ftp: <outgoing/dominik marx/PAPERS/cpc-9-237-2008.pdf>

[109] E. Schreiner, N. N. Nair, R. Pollet, V. Staemmler, and D. Marx,

Dynamical magnetostructural properties of Anabaena ferredoxin,

Proc. Natl. Acad. Sci. USA 104, 20725–20730 (2007);
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Anonymous ftp: <outgoing/dominik marx/PAPERS/pnas2007-104-20725.pdf> see

also coverage in the media:

Magnetische Effekte in Eisen–Schwefel Proteinen, Chemie.DE Information Service

GmbH: http://www.chemie.de/news/d/76026/ (21.12.2007); Magnetische Effekte

in Eisen–Schwefel–Proteinen, Chemie Plus 1–2, 22 (2008); Magnetische Effekte

in Eisen–Schwefel–Proteinen, GIT Labor–Fachzeitschrift 52(2), 65 (2008).

[108] M. Masia, H. Forbert, and D. Marx,

Connecting Structure to Infrared Spectra of Molecular and Autodissociated HCl–

Water Aggregates,

J. Phys. Chem. A 111, 12181–12191 (2007);

part of the “Giacinto Scoles Festschrift”.

Anonymous ftp: <outgoing/dominik marx/PAPERS/jp0740494.pdf>

[107] M. Böckmann, C. Peter, L. Delle Site, N. L. Doltsinis, K. Kremer,

and D. Marx,

Atomistic Force Field for Azobenzene Compounds Adapted for QM/MM Simula-

tions with Applications to Liquids and Liquid Crystals,

J. Chem. Theory Comput. 3, 1789–1802 (2007).

Anonymous ftp: <outgoing/dominik marx/PAPERS/jctc-3-1789-2007.pdf>

[106] A. Chandra, M. E. Tuckerman, and D. Marx,
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[93] M. Konôpka, R. Rousseau, I. Štich, and D. Marx,

Electronic Origin of Disorder and Diffusion at a Molecule–Metal Interface: Self–

Assembled Monolayers Of CH3S on Cu(111),

Phys. Rev. Lett. 95, 096102-1–4 (2005).

Anonymous ftp: <outgoing/dominik marx/PAPERS/PRL-95-096102.pdf>

[92] O. Asvany, P. Kumar P, B. Redlich, I. Hegemann, S. Schlemmer, and

D. Marx,

Understanding the Infrared Spectrum of Bare CH+
5 ,

13



Science 309, 1219–1222 (2005);

published online 30 June 2005 [DOI:10.1126/science.1113729] in Sciencexpress

(“providing rapid electronic publication of selected Science papers based on time-

liness and importance of the research”);

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

see also coverage in the media:

S. Borman: Chemistry Highlights 2005, Chem. & Eng. News 83(51), 15–20,

December 19 (2005); S. Borman: Protonated Methane Probed: Researchers obtain

the first broad–frequency infrared spectrum of the CH+
5 carbocation, Chem. & Eng.

News 83(30), 45–48, July 25 (2005);

Anonymous ftp: <outgoing/dominik marx/PAPERS/ch5p-cen2005.pdf>

G. Niedner–Schatteburg: Im Brennpunkt: Ständig in Bewegung, Physik Journal

4(10), 18–19 (2005).

Anonymous ftp: <outgoing/dominik marx/PAPERS/ch5p-pj2005.pdf>

[91] J. M. Stubbs and D. Marx

Aspects of Glycosidic Bond Formation in Aqueous Solution: Chemical Bonding

and the Role of Water,

Chem. Eur. J. 11, 2651–2659 (2005).

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

[90] P. R. L. Markwick, N. L. Doltsinis, and D. Marx

Targeted Car–Parrinello molecular dynamics: Elucidating double proton transfer

in formic acid dimer,

J. Chem. Phys. 122, 054112-1–8 (2005).

Anonymous ftp: <outgoing/dominik marx/PAPERS/jcp-tmd-fad.pdf>

[89] B. Meyer, D. Marx, O. Dulub, U. Diebold, M. Kunat, D. Langenberg,

and Ch. Wöll
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Detaching Thiolates from Copper and Gold Clusters: Which Bonds to Break ?

14



J. Am. Chem. Soc. 126, 12103–12111 (2004).

Anonymous ftp: <outgoing/dominik marx/PAPERS/cu-clus-jacs.pdf>
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Süddeutsche Zeitung, 09.04.1998, S. 22; La Recherche 309 p. 16, May 1998.

[49] R. Rousseau and D. Marx,

Fluctuations and Bonding in Lithium Clusters,

Phys. Rev. Lett. 80, 2574–2577 (1998);

21



Anonymous ftp: <outgoing/dominik marx/PAPERS/PRL02574.pdf>

see web feature www.theochem.rub.de/go/lithium.html.

[48] I. Frank, J. Hutter, D. Marx, and M. Parrinello,

Molecular dynamics in low–spin excited states,

J. Chem. Phys. 108, 4060–4069 (1998).

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

[47] S. Biermann, D. Hohl, and D. Marx,

Proton Quantum Effects in High Pressure Hydrogen,

J. Low Temp. Phys. 110, 97–102 (1998).

[46] M. Benoit, D. Marx, and M. Parrinello,

Quantum effects on phase transitions in high–pressure ice,

Comp. Mat. Sci. 10, 88–93 (1998).

Anonymous ftp: <outgoing/dominik marx/PAPERS/cms10-98-0088.pdf>

[45] M. Mohr, H. Zipse, D. Marx, and M. Parrinello,

Interaction of Alkene Radical Cations with Solvent Molecules as Described with

Density Functional Theory,

J. Phys. Chem. A 101, 8942–8948 (1997).

Anonymous ftp: <outgoing/dominik marx/PAPERS/jpca972344q.pdf>
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Structure and dynamics of CO overlayers on a hydroxylated metal oxide: The polar

ZnO(0001̄) surface,

Phys. Chem. Chem. Phys. 8, 1499–1504 (2006).

Anonymous ftp: <outgoing/dominik marx/PAPERS/pccp8-06-1499.pdf>

[G18] J. R. Asher, N. L. Doltsinis, and M. Kaupp,

Extended Car-Parrinello molecular dynamics and electronic g-tensors study of ben-

zosemiquinone radical anion,

Magn. Reson. Chem. 43, S237–S247 (2005).

Anonymous ftp: <outgoing/dominik marx/PAPERS/magn-res-chem-43-2005-237.pdf>

[G17] N. L. Doltsinis and K. Fink,

Comment on “Excitations in photoactive molecules from quantum Monte Carlo”

41



[J. Chem. Phys. 121 (2004) 5836],

J. Chem. Phys. 122, 087101-1 – 087101-2 (2005).

Anonymous ftp: <outgoing/dominik marx/PAPERS/JCP122-2005-087101.pdf>

[G16] T. V. Gerya, W. V. Maresch, M. Burchard, V. Zakhartchouk, N. L.

Doltsinis, and T. Fockenberg,

Thermodynamic modeling of quartz solubility and speciation of silica in aqueous

fluid up to 1300 ◦C and 20 kbar based on the chain reaction formalism,

Eur. J. Mineral. 17, 269–283 (2005).

Anonymous ftp: <outgoing/dominik marx/PAPERS/gerya-ejm-2005.pdf>

[G15] Y. Wang, B. Meyer, X. Yin, M. Kunat, D. Langenberg, F. Traeger,

A. Birkner, and Ch. Wöll,
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