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4 Electron transmission through a steel 
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biomedical applications and in silico studies
M. Nedyalkova, B. Donkova, J. Romanova,  
G. Tzvetkov, S. Madurga, V. Simeonov
Advances in Colloid and Interface Science 
249  , 192-212 (2017) 
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Molecular Adsorbates: Insights into Electronic
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S. P. Rittmeyer, J. Meyer, K. Reuter
Phys. Rev. Lett.   119  , 176808 (2017) 
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Meyer, K. Reuter
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properties of PtNi nanoalloy thin film 
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sputtering
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Vorokhta, M. Dubau, G. Kovacs, H. A. 
Aleksandrov, K. M. Neyman, V. Matolin, J.
Libuda
Electrochimica Acta   251  , 427-441 (2017) 
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16 Ballistic spin transport in the presence of 
interfaces with strong spin-orbit coupling
J. Borge, I. V. Tokatly
Phys. Rev. B   96  , 115445 (2017) 

J. Borge 2 J. Borge, I. V. 
Tokatly
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17 Local vs Nonlocal States in FeTiO3 Probed 
with 1s2pRIXS: Implications for 
Photochemistry
M. O. J. Y. Hunault, W. Khan, J. Minar (DE, 
MC Member, WG1 Leader), T. Kroll, D. 
Sokaras, P. Zimmermann, M. U. Delgado-
Jaime, F. M. F. de Groot
Inorganic Chemistry   56  , 10882-10892 (2017) 
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18 Synthesis, Modeling, and Catalytic Properties
of HY Zeolite-Supported Rhodium Dinitrosyl 
Complexes
K. Khivantsev, A. Vityuk, H. A. Aleksandrov,  
G. N. Vayssilov, D. Blom, O. S. Alexeev, M. D.
Amiridis
ACS Catalysis   7  , 5965-5982 (2017) 
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J. Phys. Chem. C   121  , 17038-17042 (2017) 
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21 Modeling Non-Equilibrium Dynamics and 
Saturable Absorption Induced by Free 
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22 Raman scattering from single WS2 
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O. Grinberg, S. W. Deng, E. Zussman, T. 
Livneh, A. Zak
Phys. Chem. Chem. Phys.   19  , 18443-18451 
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23 Optical properties of periodic systems within 
the current-current response framework: 
Pitfalls and remedies
D. Sangalli, J. A. Berger, C. Attaccalite, M. 
Grüning, P. Romaniello
Phys. Rev. B   95  , 155203 (2017)
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24 Excitonic effects in third-harmonic generation:
The case of carbon nanotubes and 
nanoribbons
C. Attaccalite, E. Cannuccia, and M. Grüning
Phys. Rev. B 95, 125403 (2017)

C. Attaccalite3 C. Attaccalite, E. 
Cannuccia, and 
M. Grüning (UK)
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https://doi.org/10.1103/PhysRevB.95.125403 No Yes Yes Yes 3.836

25 Unraveling the spin structure of unoccupied 
states in Bi2Se3
C. Datzer, A. Zumbulte, J. Braun, T. Forster, 
A. B. Schmidt, J. L. Mi, B. Iversen, P. 
Hofmann, J. Minar, H. Ebert, P. Kruger, M. 
Rohlfing, M. Donath
Phys. Rev. B   95  , 115401 (2017) 
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26 Anomalous anisotropic exciton temperature 
dependence in rutile TiO2
E. Baldini, A. Dominguez, L. Chiodo, E. 
Sheveleva, M. Yazdi-Rizi, C. Bernhard, A. 
Rubio, M. Chergui
Phys. Rev. B 96, 041204 (2017) 
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H. S. Sen, L. D. Xian, F. H. da Jornada,  S. G.
Louie, A. Rubio
Isr. J. Chem.   57  , 540-546 (2017)
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Palummo, S. Moser, M. Yazdi-Rizi, G. 
Aubock, B. P. P. Mallett, H. Berger, A. Magrez,
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Nature Communications   8  , 13 (2017) 
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https://doi.org/10.1038/s41467-017-00016-6 No Yes Yes Yes 12.124

29 Cavity Born-Oppenheimer Approximation for 
Correlated Electron-Nuclear-Photon Systems
J. Flick, H. Appel, M. Ruggenthaler, A. Rubio
J. Chem. Theory Comput.   13  , 1616-1625 
(2017) 

J. Flick 4 J. Flick, H. Appel,
M. Ruggenthaler, 
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30 Dispersion and damping of the interband pi 
plasmon in graphene grown on Cu(111) foils
A. Politano, I. Radovic, D. Borka, Z. L. 
Miskovic, H. K. Yu, D. Farias, G.
Chiarello
Carbon   114  , 70-76 (2017) 
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31 Efficient and accurate modeling of electron 
photoemission in nanostructures with TDDFT
P. Wopperer, U. De Giovannini, A. Rubio
Eur. Phys. J. B   90  , 51 (2017)

P. Wopperer 3 P. Wopperer, U. 
De Giovannini 
(ES), A. Rubio 
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32 Impact of the Electronic Band Structure in 
High-Harmonic Generation Spectra of Solids
N. Tancogne-Dejean, O. D. Mucke, F. X. 
Kartner, A. Rubio
Phys. Rev. Lett. 118, 087403 (2017) 

N. Tancogne-
Dejean
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Mucke, F. X. 
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33 h-AlN-Mg(OH)(2) van derWaals bilayer 
heterostructure: Tuning the excitonic 
characteristics
C. Bacaksiz, A. Dominguez, A. Rubio,  R. T. 
Senger, H. Sahin
Phys. Rev. B 95, 075423 (2017) 
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34 Local environment effects in the magnetic 
properties and electronic 

S. A. Khan 5 S. A. Khan, J. 
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