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13. O. Zakharieva, H. Böse, H. Förster, W. Frede, M. Grodzicki: What Kind of Support for the Inter-
pretation of Infrared Spectra can be Expected from Cluster MO Calculations on Zeolite Systems ?
Journal of Molecular Structure (THEOCHEM) 122, 101-114 (1985)

14. S. Elbel, A. Blanck, H. Walther, M. Grodzicki: Bonding Modes in Analogous and Isoelectronic
Group VB/VA Compounds As(O)Cl3 and Nb(O)Cl3;
JCS Faraday Transactions II 81, 869-880 (1985)

15. M. Grodzicki: Theorie und Anwendungen der Self-Consistent-Charge-Xα Methode;
Thesis of habilitation, Hamburg, 1985
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between Mössbauer Quadrupole Splittings and 57Fe NMR Chemical Shifts of Diamagnetic Iron(II)
Porphyrinates;
Journal of the American Chemical Society 118, 5272-5276 (1996)

55. I.M.C.M.Rietjens, A.M.Osman, C.Veeger, O.Zakharieva, J.Antony, M. Grodzicki, A.X.Trautwein:
On the role of the axial ligand in heme-based peroxidase- and P450-type catalysis;
Journal of Biological Inorganic Chemistry 1, 372-376 (1996)
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62. H. Keutel, I. Käpplinger, E.-G. Jäger, M. Grodzicki, V. Schünemann, A.X. Trautwein: Structural,
magnetic and electronic properties of a pentacoordinated intermediate-spin (S=3/2) iron(III) com-
plex with a macrocyclic [N4]

2− ligand;
Inorganic Chemistry 38, 2320-2327 (1999)

63. M. Grodzicki: Dichtefunktionaltheorie;
Essay in: Lexikon der Physik, Vol.2, pp.18-22; Spektrum Verlag, Heidelberg 1999

64. A. Lougear, A.X. Trautwein, M. Grodzicki, C. Bertoldi, K.Steiner, G. Amthauer: Mössbauer and
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calculations; Physics and Chemistry of Minerals 30, 280-292 (2003)

70. G. Amthauer, W. Lottermoser, G. Redhammer, M. Grodzicki: Mössbauer spectroscopy: basic
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