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32. M. Reiher, D. Schröder, The gas-phase route from Cp⋆2P6 to neutral hexaphos-
phorus, Chem. Eur. J. 8 2002, 5501–5506

33. G. Brehm, M. Reiher, S. Schneider, Spin-Crossover Phenomenon in [Fe(phen)2
(NCS)2]-Raman Spectroscopy and DFT Calculations, ICORS XVIII Procee-
dings, Wiley, ISBN 0-471-49189-6, 2002, pp. 603–604

34. J. Neugebauer, M. Reiher, B. A. Hess, Coupled-Cluster Raman Intensities:
Assessment and Comparison with Multi-Configuration and Density Functional
methods, J. Chem. Phys. 117 2002, 8623–8633

3



35. J. Neugebauer, M. Reiher, B. A. Hess, Structure, Energetics, and Spectros-
copy of Models for Enzyme Cofactors, in: High-Performance Computing in
Science and Engineering 2000–2002 — Transactions of the First Joint HLRB
and KONWIHR Status and Result Workshop (Eds.: S. Wagner, W. Hanke, A.
Bode, F. Durst), Springer-Verlag, ISBN 3-540-00474-2, 2003, 157–169

36. A. Wolf, M. Reiher, B. A. Hess, The generalized Douglas–Kroll transformation,
J. Chem. Phys. 117 2002, 9215–9226

37. S. Schneider, G. Brehm, M. Schmitt, C. Leypold, M. Reiher, P. Matousek, M.
Towrie, Kerr Gated resonance Raman study of tetracyclines and their comple-
xes with divalent metal ions, Rutherford Appleton Laboratory, Central Laser
Facility Annual Report 2001–2002. ISBN 0902376217, 2002, 100–103

38. M. Reiher, B. Kirchner, A wavefunction-based criterion for the detection of
intermolecular interactions in molecular dynamics simulations, J. Phys. Chem.
A 107 2003, 4141–4146

39. D. Sellmann, A. Hille, F. W. Heinemann, M. Moll, G. Brehm, M. Reiher, B.
A. Hess, S. Schneider, Metal Thiolate Complexes Binding Molecular Nitrogen
Under Mild Conditions: [µ-N2{Ru(P

iPr3)(N2Me2S2)}2], The First Dinuclear
Example, Inorg. Chim. Acta 348 2003, 194–198

40. M. Reiher, J. Neugebauer, A mode-selective quantum-chemical method for
tracking molecular vibrations applied to functionalized carbon nanotubes, J.
Chem. Phys. 118 2003, 1634–1641; [was selected for: Virt. J. Nanoscale Science
& Techn. 7, 2003, Issue 3, January 20]

41. M. Reiher, Systems Chemistry — From Fundamental Theory to Concepts in
Bioinorganic Chemistry, Habilitationsschrift, Universität Erlangen–Nürnberg,
September 2002

42. C. Leypold, M. Reiher, G. Brehm, M. Schmitt, S. Schneider, P. Matousek, M.
Towrie, Tetracycline and Derivatives — Assignment of IR and Raman Spectra
via DFT Calculations, Phys. Chem. Chem. Phys. 5 2003, 1149–1157

43. M. Reiher, Trendbericht: DFT für Übergangsmetalle, Nachr. Chem. 51 2003,
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spectroscopy for heavy elements: a relativistic benchmark study of mercury,
Theor. Chem. Acc. 129 2011 631–650

179. M. Podewitz, T. Weymuth, M. Reiher, Density Functional Theory for Tran-
sition Metal Chemistry: The Case of a Water Splitting Ruthenium Cluster,
In: Modeling of Molecular Properties, Ed. P. Comba, Wiley-VCH, Weinheim,
2011, 139–163

180. K. Boguslawski, K. H. Marti, M. Reiher, Construction of CASCI-type wave
functions for very large active spaces, J. Chem. Phys. 134 2011 224101 [arXiv:
1101.0528]

181. N. S. Bieler, M. P. Haag, C. R. Jacob, M. Reiher, Analysis of the Cartesian
Tensor Transfer Method for Calculating Vibrational Spectra of Polypeptides,
J. Chem. Theory Comput. 7 2011 1867–1881

182. R. Mastalerz, M. Reiher, Relativistic Electronic Structure Theory for Molecular
Spectroscopy, in: Handbook of High-Resolution Spectroscopy, F. Merkt, M.
Quack (Eds.), Wiley, Chichester, 2011, pp. 405 (ISBN: 978-0-470-06653-9)

183. K. Boguslawski, C. R. Jacob, M. Reiher, Can DFT accurately predict spin den-
sities? Analysis of discrepancies in iron nitrosyl complexes, J. Chem. Theory
Comput. 7 2011 2740–2752

184. S. Fux, C. R. Jacob, J. Neugebauer, L. Visscher, M. Reiher, Response to ”Com-
ment on ’Accurate frozen-density embedding potentials as a first step towards
a subsystem description of covalent bonds’ ”, J. Chem. Phys. 135 2011 027102
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203. K. Boguslawski, P. Tecmer, Ö. Legeza, M. Reiher, Entanglement Measures
for Single- and Multi-Reference Correlation Effects, J. Phys. Chem. Letters 3
2012 3129–3135 [arXiv: 1208.6586]

204. T. Weymuth, M. Reiher, Toward an Inverse Approach for the Design of Small-
Molecule Fixating Catalysts, MRS Proceedings 1524 2013, mrsf12-1524-rr06-
01 (doi:10.1557/opl.2012.1764; peer-reviewed contribution to the 2012 MRS
Fall Meeting)

205. M. P. Haag, M. Reiher, Real-time Quantum Chemistry, Int. J. Quantum Chem.,
113 2013 8–20 [arXiv: 1208.3717]

206. J. Langer, V. K. Palfi, H. Görls, M. Reiher, M. Westerhausen, Formation of
a Ph2PCH(BH3)P(BH3)Ph2 ligand via formal 1,2-borane migration, Chem.
Commun. 49 2013 1121–1123

207. K. Boguslawski, C. R. Jacob, M. Reiher, Optimized Unrestricted Kohn–Sham
Potentials from Ab Initio Spin Densities, J. Chem. Phys. 138 2013 044111
[arXiv: 1211.4903]

208. M. Rabie, D. A. Dahl, S. M. A. Donald, M. Reiher, C. M. Franck, Predictors
for Gases of High Electric Strength, IEEE Transactions on Dielectrics and
Electrical Insulation 20 2013 856–863

209. B. Simmen, E. Matyus, M. Reiher, Elimination of the Translational Kinetic
Energy Contamination in pre-Born–Oppenheimer Calculations, Mol. Phys. 111
2013 2086–2092 [arXiv: 1212.3700]

210. A. R. Finkelmann, M. T. Stiebritz, M. Reiher, Kinetic Modeling of Hydrogen
Conversion at [Fe] Hydrogenase Active-Site Models, J. Phys. Chem. B 117
2013 4806–4817

211. J. Langer, V. K. Palfi, B. Schowtka, H. Görls, M. Reiher, Silyl group migration
in a P-silylated phosphonium ylide derived from dppm — a combined experi-
mental and theoretical study, Inorg. Chem. Commun. 32 2013 28–31

212. M. K. Bruska, M. T. Stiebritz, M. Reiher, Analysis of differences in oxygen
sensitivity of Fe-S clusters, Dalton Trans. 42 2013 8729–8735

213. D. Seebach, X. Sun, M.-O. Ebert, W. B. Schweizer, N. Purkayastha, A. K.
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A. Nenov, M. Olivucci, T. B. Pedersen, D. Peng, F. Plasser, B. Pritchard, M.
Reiher, I. Rivalta, I. Schapiro, J. Segarra-Mart́ı, M. Stenrup, D. Truhlar, L.
Ungur, A. Valentini, S. Vancoillie, V. Veryazov, V. Vysotskiy, O. Weingart,
F. Zapata, R. Lindh, MOLCAS 8: New Capabilities for Multiconfigurational
Quantum Chemical Calculations across the Periodic Table, J. Comput. Chem.
37 2016, 506–541

255. M. K. Bruska, M. T. Stiebritz, M. Reiher, Binding of Reactive Oxygen Species
at Fe-S Cubane Clusters, Chem. Eur. J. 21 2015, 19081–19089

256. B. Simmen, E. Matyus, M. Reiher, Relativistic Kinetic-Balance Condition for
Explicitly Correlated Basis Functions, J. Phys. B 48 2015, 245004 [arXiv:
1507.08556]

257. M. Bergeler, G. N. Simm, J. Proppe, M. Reiher, Heuristics-Guided Explora-
tion of Reaction Mechanisms, J. Chem. Theory Comput. 11 2015, 5712-5722
[arXiv: 1509.03120]

258. S. Keller, M. Dolfi, M. Troyer, M. Reiher, An Efficient Matrix Product Operator
Representation of the Quantum-Chemical Hamiltonian, J. Chem. Phys. 143
2015, 244118 [arXiv: 1510.02026]

259. T. L. Gianetti, S. P. Annen, G. Santiso-Quinones, M. Reiher, M. Driess, H.
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