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Copéret, G. Pintacuda, P. Sautet 

Structural Characterization of the EtOH−TiCl4−MgCl2 Ziegler−Natta Precatalyst 

J. Phys. Chem. C 120, 18075−18087 (2016) 

 

285) R. Ferreira de Morais, T. Kerber, F. Calle-Vallejo, P. Sautet, D. Loffreda 

Capturing Solvation Effects at a Liquid/Nanoparticle Interface by Ab Initio Molecular 

Dynamics: Pt201 Immersed in Water 

Small 12, No. 38, 5312–5319 (2016) 

 

286) S. N. Steinmann, C. Michel, R. Schwiedernoch, M. Wu, P. Sautet 



29 

Electro-carboxylation of butadiene and ethene over Pt and Ni catalysts 

Journal of Catalysis 343 (2016) 240–247 

 

287) S. T. A. G. Melissen, S. N. Steinmann, T. Le Bahers, P. Sautet 

DFT Perspective on the Thermochemistry of Carbon Nitride Synthesis 

J. Phys. Chem. C 2016, 120, 24542−24550 

 

288) S. Petit, S.T.A.G.  Melissen, L.  Duclaux, M. T.  Sougrati, T.  Le Bahers, P.  Sautet, D.  

Dambournet, O.  Borkiewicz, C.  Laberty-Robert, O.  Durupthy 

How Should Iron and Titanium be Combined in Oxides to Improve Photoelectrochemical 

Properties? 

J. Phys. Chem. C 2016, 120, 24521−24532 

 

289) E. Vignola, S. N. Steinmann, B.D. Vandegehuchte, D. Curulla, P. Sautet 

C2H2‑Induced Surface Restructuring of Pd−Ag Catalysts: Insights from Theoretical Modeling 

J. Phys. Chem. C 2016, 120, 26320−26327 

 

290) F. Göltl, C. Michel, P. C. Andrikopoulos, A.M. Love, J. Hafner, I. Hermans, P. Sautet 

Computationally Exploring Confinement Effects in the Methane-to-Methanol Conversion 

Over Iron-Oxo Centers in Zeolites 

ACS Catal. 2016, 6, 8404−8409 
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