Kapitel 9. Zusammenfassung 149

Fachartikel

PSII

e P. Liebisch, C. Miiller, M. Grabolle, M. Haumann und H. Dau (2005). Simulation of
XANES spectra for protein-bound metal centers: Analysis of linear dichroism data.
Physica Scripta: in Druck.

e P. Liebisch und H. Dau (2005). The linear dichroism in the X-ray absorption near-
edge spectra of imperfectly, unidirectionally oriented samples - Theoretical approach
and application to the protein-bound manganese complex of photosystem II". Ma-
nuskript in Vorbereitung.

e P. Liebisch, und H. Dau (2005). The catalytic cycle of photosystem II studied by
simulation of X-ray absorption near edge spectra - Manganese oxidation versus
ligand radical formation. Manuskript in Vorbereitung.

e M. Haumann, P. Liebisch, C. Miiller, M. Barra und H. Dau (2005). Intermedia-
te formation in photosynthetic water oxidation followed by a time-resolved X-ray
absorption experiment. Manuskript in Vorbereitung.

e M. Haumann, C. Miiller, P. Liebisch, M. Grabolle, L. Tuzzolino, J. Dittmer, T. Nei-
sius, W. Meyer-Klaucke und H. Dau (2004). Structural and oxidation state changes
of the photosystem II manganese complex in four transitions of the water oxidati-
on cycle (So — S1, S1 — Sa, So — S3, S34 = Sp) characterized by X-ray absorption
spectroscopy at 20 K as well as at room temperature. Biochemistry: in Druck.

e H. Dau, P. Liebisch und M. Haumann (2003). X-ray absorption spectroscopy to
analyze nuclear geometry and electronic structure of biological metal centers - Po-
tential and questions examined with special focus on the tetra-nuclear manganese
complex of oxygenic photosynthesis. Analytical and Bioanalytical Chemistry 376(5):
562-583.

e H. Dau, P. Liebisch und M. Haumann (2005). The manganese complex of oxygenic
photosynthesis: Conversion of five-coordinated Mn'!! to six-coordinated Mn'" in the
So-Ss-transition is implied by XANES simulations. Physica Scripta: in Druck.

e H.Dau, P. Liebisch und M. Haumann (2004). The structure of the manganese com-
plex of photosystem II in its dark-stable S;-state - EXAFS results in relation to
recent, crystallographic data. Physical Chemistry Chemical Physics 6: 4781 - 4792.

e H. Dau, P. Liebisch und M. Haumann (2004). Structural and oxidation state chan-
ges of the Mn,Ca complex of photosystem II in its S-state cycle - X-ray absorption
results and possible mechanistic implications. 13th International Congress on Pho-
tosynthesis, Montreal, Canada, Allen Press.

e A. Magnuson, P. Liebisch, M. Haumann, J. Hégblom, M. F. Anderlund, R. Lo-
moth, W. Meyer-Klaucke und H. Dau (2005). Bridging-mode changes in response to
manganese oxidation in two binuclear manganese complexes - implications for pho-
tosynthetic water-oxidation. Journal of Biological Inorganic Chemistry: eingereicht.



150

e M. Haumann, P. Pospisil, M. Grabolle, C. Miiller, P. Liebisch, V. A. Sole, T. Nei-
sius, J. Dittmer, L. Tuzzolino und H. Dau (2002). First steps towards time-resolved
BioXAS at room temperature: State transitions of the manganese complex of oxy-
genic photosynthesis. Journal of Synchrotron Radiation 9: 304-308.

e Miiller, C., P. Liebisch, M. Barra, H. Dau und M. Haumann (2004). The location
of calcium in the manganese complex of oxygenic photosynthesis studied by X-ray
absorption spectroscopy at the Ca K-edge. Physica Scripta: in Druck.

Hydrogenasen

e M. Haumann, A. Porthun, T. Buhrke, P. Liebisch, W. Meyer-Klaucke, B. Friedrich
and H. Dau (2003). Hydrogen-induced structural changes at the nickel site of the
regulatory NiFe hydrogenase from Ralstonia eutropha detected by X-ray absorption
spectroscopy. Biochemistry 42(37): 11004-11015.

e T. Burgdorf, S. Loscher, P. Liebisch, E. V. d. Linden, M. Galander, F. Lendzian, W.
Meyer-Klaucke, S. P. J. Albracht, B. Friedrich, H. Dau and M. Haumann (2005).
Structural and oxidation-state changes at its non-standard Ni-Fe site during activa-
tion of the NAD-reducing hydrogenase from Ralstonia eutropha detected by X-ray
absorption-, EPR-, and FTIR-spectroscopy. Journal of the American Chemical So-
ciety: angenommen

Himocyanin

e P. Liebisch, H. Hartmann, C. Miiller, D. Honig, K.-H. Decker und H. Dau (2005).
The influence of pH on the oxygen-binding binuclear copper site of hemoxyanin in
Eurypelma californicum and Palinurus elephas. Manuskript in Vorbereitung.

Biogene Manganablagerungen

e A. Scholer, P. Liebisch, C. Miiller, C. Plieth. und H. Dau (2005). Volcano-shaped
manganese deposits at the cell wall of green alga Chara corallina - Elemental map-
ping and comparative structural analysis by spatially resolved X-ray microfocus
experiments. Manuskript in Vorbereitung.

Vanadium-haltige Bromoperoxidase

e U. Christmann, H. Dau, M. Haumann, E. Kiss, P. Liebisch, D. Rehder, G. Santoni
and C. Schulzke (2004). Substrate binding to vanadate-dependent bromoperoxidase
from Ascophyllum nodosum: A vanadium K-edge XAS approach. Dalton Transacti-
ons(16): 2534-2540.



Kapitel 9. Zusammenfassung 151

Beitrage zu Jahresberichten

e P. Liebisch, A. Schéler, C. Miiller, M. Haumann und H. Dau (2004). Comparative
study of biogenic and synthetic manganese oxides by X-ray absorption spectroscopy.
BESSY -Annual Reports.

e P. Liebisch, C. Miiller, C. Plieth, A. Erko und H. Dau (2003). Microfocus XAS
measurements on volcano-shaped manganese deposits at the cell-wall of the green
alga Chara corallina. BESSY - Annual Report.

e P. Liebisch, M. Barra, M. Grabolle, C. Miiller, A. Erko und H. Dau (2003). On the
evolutionary origin of the manganese complex of oxygenic photosynthesis: possible
formation of a bicarbonate precursor complex. BESSY - Annual Report

e H. Dau, M. Haumann, M. Grabolle, P. Liebisch und C. Miiller (2002). X-ray ab-
sorption spectroscopy on biological samples (BioXAS): The manganese complex of
photosystem II. BESSY -Annual Reports.

e P. Liebisch, H. Hartmann, D. Hénig, C.Miiller, K.-H. Decker und H. Dau (2004).
Hemocyanin - Cooperativity in relation to the structure of the binuclear copper-site.
HASYLAB/EMBL - Annual Report.

e M. Haumann, A. Porthun, T. Buhrke, P. Liebisch, T. Burgdorf, W. Meyer-Klaucke,
B. Friedrich und H. Dau (2002/2003). The Ni-Fe centers of oxygen-insensitive hydro-
genases from Ralstonia eutropha studied by Ni-XAS. HASYLAB/EMBL - Annual
Report.

e A. Magnuson, P. Liebisch, M. Haumann, S. Styring, W. Meyer-Klaucke und H. Dau
(2002). Comparison of structural changes at the native manganese complex of photo-
system II with manganese model compounds by means of XAS. HASYLAB/EMBL
- Annual Report.

e M. Haumann, A. Porthun, P. Liebisch, C. Miiller, T. Burgdorf, W. Meyer-Klaucke,
B. Friedrich und H. Dau (2001). Hydrogen-sensing Ni-Fe site of regulatory hydro-
genase. HASYLAB/EMBL - Annual Report.

e H. Dau, M. Haumann, M. Barra, P. Liebisch und C. Miiller (2003). The manganese
complex of photosynthetic water oxidation in all S-states at 10 K - Polarization
dependent XAS, ESRF - Annual Report

e H. Dau, M. Haumann, M. Barra, P. Liebisch und C. Miiller (2003). Structural chan-
ges of the tetra-manganese complex of oxygenic photosynthesis during the oxygen-
evolving transition induced by Laser-flashes and studied by timeresolved BioXAS,
ESRF - Annual Report.

e H. Dau, M. Haumann, M. Barra, P. Liebisch und C. Miiller (2003). The calcium
binding site at the manganese complex of oxygenic photosynthesis: Investigations by
calcium XAS on native and biochemically treated photosystem II, ESRF - Annual
Report.

e H. Dau, M. Haumann, M. Grabolle, P. Liebisch und C. Miiller (2002). Structural
changes of the photosynthetic tetra-manganese complex induced by Laser flashes and
monitored by timeresolved BioXAS at room temperature, ESRF - Annual Report.



152

e H. Dau, D. Rehder, M. Haumann, C. Schulzke, M. Grabolle, P. Liebisch und C. Miil-
ler (2002). Bromide-binding to the active-site of vanadate-dependent peroxidases,
ESRF - Annual Report.

e H. Dau, M. Haumann, M. Grabolle, P. Liebisch und C. Miiller (2002). The manga-
nese complex of photosynthetic water oxidation studied by calcium EXAFS, ESRF
- Annual Reports.

Ausgewahlte Konferenzbeitrige

e P. Liebisch und H. Dau. Simulation of XANES spectra for protein-bound metal
centers: Analysis of linear dichroism data. XAFS12, 22. - 27. Juni 2003, Malmo,
Schweden, (Vortrag)

e P. Liebisch, M. Grabolle, M. Haumann, C. Miiller und H. Dau. XANES of protein-
bound metal centers: Oxidation state changes of the photosynthetic manganese com-
plex and other systems. European Conference on Bioinorganic Chemistry (EURO-
BIC), 30. Juli - 6. August 2002, Lund, Schweden, (Poster)

e P. Liebisch, , C. Miiller, M. Haumann und H. Dau. X-ray Absorption Spectrosco-
py on Metallo-Enzymes (BioXAS); BESSY user workshop, 14. April 2002, Berlin,
(Vortrag)

e P. Liebisch, M. Grabolle, M. Haumann, C. Miiller und H. Dau. XANES-
Simulationen fiir protein-gebundene Metallzentren: Der PSII-Mangankomplex und
andere Systeme. 8. - 11. September 2002, Jahrestagung der Deutschen Gesellschaft
fiir Biophysik, Dresden, (Poster)



