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! |Mechanical properties of the quasi-one- D. Legut 4 D. Legut, R. 2017 2018 No Yes Yes Yes 1.483
dimensional antiferromagnet Cu(en)(H 20) Sykora, U. D.
2S04 Wdowik, A.
D. Legut, R. Sykora, U. D. Wdowik, A. Orendacovac
Orendacovac
J. Nanosci. Nanotech (2018), in press
2 |Species formed during NO adsorption and M. Y. 6 M. Y. Mihaylov, E. 2017 2018 No Yes Yes Yes 4.211
INO+02 co-adsorption on ceria: A Mihaylov Z. Ivanova, H. A.
combined FTIR and DFT study Aleksandrov (BG,
M. Y. Mihaylov, E. Z. Ivanova, H. A. MC Member), P.
Aleksandrov, P. St. Petkov, G. N. Vayssilov, K. St. Petkov, G. N.
|. Hadjiivanov \Vayssilov (BG,
Journal of Molecular Catalysis. A, Chemical, MC Member), K.
2018, in press |. Hadjiivanov
B IMagnetic Compton profiles of disordered D. Benea 4 D. Benea (RO), [WG1 19-12- https://doi.org/10.1103/PhysRevB.97.144408 No Yes Yes Yes 3.836
Fe0.5Ni0.5 and ordered FeNi alloys J. Minar(CZ, MC |WG2 2017
D. Benea, J. Minar, H. Ebert, L. Chioncel Member, WG1 WG3
Phys. Rev. B 97, 144408 (2018) Leader), H. Ebert WG4
(DE, Chair), L.
Chioncel
¢ |Electron transmission through a steel J. B. 7 J. B. Maljkovic, WG2 14-12- https://doi.org/10.1016/j.nimb.2018.03.020 No Yes Yes Yes 1.362
capillary Maljkovic D. Borka (RS), M. 2017
J. B. Maljkovic, D. Borka, M. L. Rankovic, B. L. Rankovic, B. P.
P. Marinkovic, A. R. Milosavljevic, C. Lemell, Marinkovic, A. R.
IT. Karoly Milosavljevic, C.
Nucl. Instrum. Meth. B 423, 87-91 (2018) Lemell, T. Karoly
5 |Analytical modeling of electron energy loss  [T. Djordjevi¢ |6 T. Djordjevic, I. WG2 24-05- http://dx.doi.org/10.1016/j.ultramic.2017.08.014 No Yes Yes Yes P.843
spectroscopy of graphene: Ab initio study Radovic¢a, V. 2017
versus extended hydrodynamic model Despoja, K. Lyon,
IT. Djordjevic, |. Radovica, V. Despoja, K. D. Borka (RS), Z.
Lyon, D. Borka, Z. L. Miskovi¢ L. Miskovi¢
Ultramicroscopy 184, 142 (2018
6 |Determination of the ground state of an Au- [C. R. Natoli |4 C. R. Natoli (IT), [(WG1 17-07- https://doi.org/10.1103/PhysRevB.97.155139 No Yes Yes Yes 3.836
supported FePc film based on the P. Kruger (JP, WG2 2017
interpretation of Fe K- and L-edge x-ray NNC WG3
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imagnetic circular dichroism measurements Representative), WG4
C. R. Natoli, P. Krtger, J. Bartolomé, F. J. Bartolomé, F.
Bartolomé Bartolomé
Phys. Rev. B 97, 155139 (2018)
" |Absolute determination of optical constants of [H. Xu 6 H. Xu, L. H. 04-11- https://doi.org/10.1063/1.5012013 No Yes Yes Yes P.068
three transition metals using reflection Yang, J. Toth, K. 2017
electron energy loss spectroscopy Tokesi, B. Da, Z.
H. Xu, L. H. Yang, J. Toth, K. Tokesi, B. Da, J. Ding
Z. J. Ding
J. Appl. Phys. 123, 043306 (2018
8 |1s2p Resonant Inelastic X-ray Scattering P. 10 |P.Zimmermann, (WG1 12-11- https://doi.org/10.1016/j.elspec.2017.08.004 No Yes Yes Yes 1.661
Magnetic Circular Dichroism as a probe for ~ [Zimmermanr M. Sikora (PL, WG2 2016
the local and non-local orbitals in CrO2 MC Substitute), |[WG3
P. Zimmermann, N. Bouldi, M. O. J. Y. F. M. F.de Groot WG4
Hunault, M. Sikora, J. M. Ablett, (NL, MC WG5S
J. P. Rueff, B. Lebert, P. Sainctavit, F. M. F. de Member),
Groot, A. Juhin A. Juhin (AT, MC
Journal of Electron Spectroscopy and Related Member, STSM
Phenomena 222, 74-87 (2018) deputy manager)
9 (Scaling behavior of the Compton profile of ~ |M. Sekania (6 M. Sekania, W. |WG1 22-11- https://doi.org/10.1016/j.physa.2017.07.018 P.243
alkali metals H. Appelt, D. WG2 2016
M. Sekania, W. H. Appelt, D. Benea, H. Ebert, Benea (RO), H. |WG3
D. Vollhardt, L. Chioncel Ebert (DE, WG4
Physica A-Stat. Mech. Appl. 489, 18-27(2018 Chair), D.
\Vollhardt, L.
Chioncel
10 |Theory of L-edge spectroscopy of strongly J. Lader 9 J. Lider, J. WG1 24-06- https://doi.org/10.1103/PhysRevB.96.245131 No Yes Yes Yes 3.836
correlated systems Schoétt, B. Brena |WG2 2017
J. Lider, J. Schétt, B. Brena, M. W. (SE, MC
Haverkort, P. Thunstrom, O. Eriksson, B. Member, WG2
Sanyal, I. Di Marco, Y. O. Kvashnin Leader), M. W.
Phys. Rev. B 96, 245131 (2017) Haverkort, P.
Thunstrom, O.
Eriksson, B.
Sanyal, I. Di
Marco, Y. O.
Kvashnin (SE)
11 |Optical properties of titanium oxide films V. Jokanovic|8 \/. Jokanovic, B. 06-07- https://doi.org/10.1088/2058-6272/2a8806 No Yes Yes Yes 0.830
obtained by cathodic arc plasma deposition Colovic, A. T. 2017
\V. Jokanovic, B. Colovic, A. T. Petkoska, A. Petkoska, A.
Mrakovic, B. Jokanovic, M. Nenadovic, M. Mrakovic, B.
Ferrara, |. Nasov Jokanovic, M.
Plasma Science and Technology 19, 125504 Nenadovic, M.
(2017) Ferrara, I. Nasov
12 |Square selenene and tellurene: novel group |.. D. Xian |5 L. D. Xian, A. P. |[WG1 09-05- https://doi.org/10.1088/2053-1583/aa8418 No Yes Yes Yes 6.937
VI elemental 2D materials with nontrivial Paz, E. Bianco, WG2 2017
topological properties P. M. Ajayan, A. |WG3
L. D. Xian, A. P. Paz, E. Bianco, P. M. Ajayan, Rubio (ES, MC
A. Rubio Member)
2D Materials 4, 041003 (2017)
13 llron oxide nanopatrticles - In vivo/in vitro M. 6 M. Nedyalkova WG1 01-02- https://doi.org/10.1016/j.cis.2017.05.003 No Yes Yes Yes I7.223
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biomedical applications and in silico studies [Nedyalkova (BG, MC WG2 2017
M. Nedyalkova, B. Donkova, J. Romanova, Member), B.
G. Tzvetkov, S. Madurga, V. Simeonov Donkova, J.
Advances in Colloid and Interface Science Romanova, G.
249, 192-212 (2017) Tzvetkov, S.
Madurga, V.
Simeonov
4 INonadiabatic Vibrational Damping of S. P. 3 S. P. Rittmeyer, J. 13-04- https://doi.org/10.1103/PhysRevLett.119.176808 No Yes Yes Yes 8.462
Molecular Adsorbates: Insights into Electronic Rittmeyer Meyer, K. Reuter 2017
Friction and the Role of Electronic Coherence
S. P. Rittmeyer, J. Meyer, K. Reuter
Phys. Rev. Lett. 119, 176808 (2017)
15 |Structural transformations and adsorption O. Brummel (10 O. Brummel, F. WG1 05-05- https://doi.org/10.1016/j.electacta.2017.08.062 No Yes Yes Yes 1.798
properties of PtNi nanoalloy thin film \Waidhas, |. 2017
electrocatalysts prepared by magnetron co- Khalakhan, M.
sputtering \Vorokhta, M.
0. Brummel, F. Waidhas, I. Khalakhan, M. Dubau, G.
\Vorokhta, M. Dubau, G. Kovacs, H. A. Kovacs, H. A.
Aleksandrov, K. M. Neyman, V. Matolin, J. Aleksandrov (BG,
Libuda MC Member), K.
Electrochimica Acta 251, 427-441 (2017) M. Neyman, V.
Matolin, J.
Libuda
16 Ballistic spin transport in the presence of J. Borge 2 J. Borge, I. V. 16-06- https://doi.org/10.1103/PhysRevB.96.115445 No Yes Yes Yes 3.836
interfaces with strong spin-orbit coupling Tokatly 2017
J. Borge, I. V. Tokatly
Phys. Rev. B 96, 115445 (2017)
17 \Local vs Nonlocal States in FeTiO3 Probed M. O.J.Y. |8 M.O. J.Y. WG1 17-04- https://doi.org/10.1021/acs.inorgchem.7b00938 No Yes Yes Yes h.857
with 1s2pRIXS: Implications for Hunault Hunault, W. WG2 2017
Photochemistry Khan, J. Minar WG3
M. O. J. Y. Hunault, W. Khan, J. Minar (DE, (DE, MC WG4
MC Member, WG1 Leader), T. Kroll, D. Member, WG1
Sokaras, P. Zimmermann, M. U. Delgado- Leader), T. Kroll,
Jaime, F. M. F. de Groot D. Sokaras, P.
Inorganic Chemistry 56, 10882-10892 (2017 Zimmermann, M.
U. Delgado-
Jaime, F. M. F. de
Groot (NL, MC
Member)
18 \Synthesis, Modeling, and Catalytic Properties K. Khivantsel K. Khivantsev, A. |WG1 17-03- https://doi.org/10.1021/acscatal.7b00864 No Yes Yes Yes 10.614
of HY Zeolite-Supported Rhodium Dinitrosyl Vityuk, H. A. 2017
Complexes Aleksandrov (BG,
K. Khivantsev, A. Vityuk, H. A. Aleksandrov, MC Member), G.
G. N. Vayssilov, D. Blom, O. S. Alexeev, M. D. N. Vayssilov, D.
Amiridis Blom, O. S.
ACS Catalysis 7, 5965-5982 (2017) Alexeev, M. D.
Amiridis
19 |Chemical Bond Modification upon Phase P. Kruger |5 P. Kruger (JP, WG1 15-06- https://doi.org/10.1021/acs.jpcc.7b06968 No Yes Yes Yes 1.536
Transformation of TiO2 Nanoribbons NNC WG2 2016
Revealed by Nanoscale X-ray Linear Representative),
Dichroism M. Sluban, P.
P. Kruger, M. Sluban, P. Umek, P. Guttmann, Umek, P.
C. Bittencourt Guttmann, C.
J. Phys. Chem. C 121, 17038-17042 (2017) Bittencourt
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Rubio (ES, MC

20 \TDDFT-Based Study on the Proton-DNA R. Seraide |[5 R. Seraide, M. A. |WG1 22-05- https://doi.org/10.1021/acs.jpcb.7b04934 No Yes Yes Yes B.177
Collision Bernal, G. WG2 2016
R. Seraide, M. A. Bernal, G. Brunetto, U. de Brunetto, U. de  |WG3
Giovannini, A. Rubio Giovannini (ES),
J. Phys. Chem. B 121, 7276-7283 (2017) A. Rubio (ES, MC
Member)
21 IModeling Non-Equilibrium Dynamics and K. Hatada |2 K. Hatada (FR), [WG1 31-05- https://doi.org/10.3390/app7080814 No Yes Yes Yes 1.679
Saturable Absorption Induced by Free A. Di Cicco (IT) |WG2 2017
Electron Laser Radiation WG3
K. Hatada, A. Di Cicco WG5
Appl. Sci. 7, 814 (2017)
22 |Raman scattering from single WS2 O. Grinberg [5 O. Grinberg, S.  (WG5 11-02- https://doi.org/10.1039/c7cp00934h No Yes Yes Yes 4.123
nanotubes in stretched PVDF electrospun W. Deng, E. 2017
fibers Zussman, T.
0. Grinberg, S. W. Deng, E. Zussman, T. Livneh, A. Zak
Livneh, A. Zak (IL, MC Member)
Phys. Chem. Chem. Phys. 19, 18443-18451
(2017)
23 |Optical properties of periodic systems within |D. Sangalli (5 D. Sangalli (IT), [WG2 23-01- https://doi.org/10.1103/PhysRevB.95.155203 No Yes Yes Yes 3.836
the current-current response framework: J. A. Berger, C. 2017
Pitfalls and remedies Attaccalite, M.
D. Sangalli, J. A. Berger, C. Attaccalite, M. Grining (UK), P.
Grining, P. Romaniello Romaniello (FR)
Phys. Rev. B 95, 155203 (2017)
4 |\Excitonic effects in third-harmonic generation: [C. Attaccalite3 C. Attaccalite, E. |WG2 25-07- https://doi.org/10.1103/PhysRevB.95.125403 No Yes Yes Yes 3.836
The case of carbon nanotubes and Cannuccia, and 2016
nanoribbons M. Griining (UK)
C. Attaccalite, E. Cannuccia, and M. Gruning
Phys. Rev. B 95, 125403 (2017)
25 Unraveling the spin structure of unoccupied |C. Datzer |13 C. Datzer, A. WG1 17-11- https://doi.org/10.1103/PhysRevB.95.115401 No Yes Yes Yes 3.836
states in Bi2Se3 Zumbulte, J. WG2 2016
C. Datzer, A. Zumbulte, J. Braun, T. Forster, Braun (DE), T. WG3
A. B. Schmidt, J. L. Mi, B. Iversen, P. Forster, A. B. WG4
Hofmann, J. Minar, H. Ebert, P. Kruger, M. Schmidt, J. L. Mi,
Rohlfing, M. Donath B. Iversen, P.
Phys. Rev. B 95, 115401 (2017) Hofmann, J.
Minar (DE, MC
Member, WG1
Leader), H. Ebert
(DE, Chair), P.
Kruger (JP, NNC
Representative),
M. Rohlfing, M.
Donath
26 |Anomalous anisotropic exciton temperature  [E. Baldini (8 E. Baldini, A. WG1 03-04- https://doi.org/10.1103/PhysRevB.96.041204 No Yes Yes Yes 3.836
dependence in rutile TiO2 Dominguez, L. WG2 2017
E. Baldini, A. Dominguez, L. Chiodo, E. Chiodo, E. WG3
Sheveleva, M. Yazdi-Rizi, C. Bernhard, A. Sheveleva, M.
Rubio, M. Chergui Yazdi-Rizi, C.
Phys. Rev. B 96, 041204 (2017) Bernhard, A.
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Member), M.

Chergui
27 |\Ab initio Modelling of Plasmons in Metal- H.S.Sen 5 H.S.Sen,L.D. |WGH1 21-09- https://doi.org/10.1002/ijch.201600122 No Yes Yes Yes P.455
isemiconductor Bilayer Transition-metal Xian, F. H. da WG2 2016
Dichalcogenide Heterostructures Jornada, S. G. WG3
H. S. Sen, L. D. Xian, F. H. da Jornada, S. G. Louie, A. Rubio
Louie, A. Rubio (ES, MC
Isr. J. Chem. 57, 540-546 (2017) Member)
28 Strongly bound excitons in anatase TiO2 E. Baldini (14 |E. Baldini, L. WG1 03-10- https://doi.org/10.1038/s41467-017-00016-6 No Yes Yes Yes 12.124
single crystals and nanoparticles Chiodo, A. WG2 2016
E. Baldini, L. Chiodo, A. Dominguez, M. Dominguez, M. |WG3
Palummo, S. Moser, M. Yazdi-Rizi, G. Palummo (IT), S.
Aubock, B. P. P. Mallett, H. Berger, A. Magrez, Moser, M. Yazdi-
C. Bernhard, M. Grioni, A. Rubio, M. Chergui Rizi, G. Aubock,
Nature Communications 8, 13 (2017) B. P. P. Mallett, H.
Berger, A.
Magrez, C.
Bernhard, M.
Grioni, A. Rubio
(ES, MC
Member), M.
Chergui
29 |Cavity Born-Oppenheimer Approximation for |J. Flick 4 J. Flick, H. Appel, (WG1 19-11- https://doi.org/10.1021/acs.jctc.6b01126 No Yes Yes Yes 5.245
Correlated Electron-Nuclear-Photon Systems M. Ruggenthaler, |WG2 2016
J. Flick, H. Appel, M. Ruggenthaler, A. Rubio A. Rubio (ES, MC |WG3
J. Chem. Theory Comput. 13, 1616-1625 Member)
(2017)
B0 Dispersion and damping of the interband pi  |A. Politano (7 A. Politano (IT), I. (WG2 05-10- https://doi.org/10.1016/j.carbon.2016.11.073 No Yes Yes Yes 6.337
plasmon in graphene grown on Cu(111) foils Radovic (RS), D. 2016
A. Politano, I. Radovic, D. Borka, Z. L. Borka (RS, MC
Miskovic, H. K. Yu, D. Farias, G. Member), Z. L.
Chiarello Miskovic, H. K.
Carbon 114, 70-76 (2017) Yu, D. Farias, G.
Chiarello
87 |Efficient and accurate modeling of electron  [P. Wopperer|(3 P. Wopperer, U.  |[WG1 19-09- https://doi.org/10.1140/epjb/e2017-70548-3 No Yes Yes Yes 1.461
lphotoemission in nanostructures with TDDFT De Giovannini WG2 2016
P. Wopperer, U. De Giovannini, A. Rubio (ES), A. Rubio WG3
Eur. Phys. J. B 90, 51 (2017) (ES, MC
Member)
32 \Impact of the Electronic Band Structure in N. Tancognel4 N. Tancogne- WG1 29-09- https://doi.org/10.1103/PhysRevl ett.118.087403 No Yes Yes Yes 8.462
High-Harmonic Generation Spectra of Solids [Dejean Dejean, O. D. WG2 2016
N. Tancogne-Dejean, O. D. Mucke, F. X. Mucke, F. X. WG3
Kartner, A. Rubio Kartner, A. Rubio
Phys. Rev. Lett. 118, 087403 (2017) (ES, MC
Member)
83 |h-AIN-Mg(OH)(2) van derWaals bilayer C. Bacaksiz |5 C. Bacaksiz, A. WG1 14-10- https://doi.org/10.1103/PhysRevB.95.075423 No Yes Yes Yes 3.836
heterostructure: Tuning the excitonic Dominguez, A. WG2 2016
characteristics Rubio (ES, MC WG3
C. Bacaksiz, A. Dominguez, A. Rubio, R. T. Member), R. T.
Senger, H. Sahin Senger, H. Sahin
Phys. Rev. B 95, 075423 (2017)
B4 \Local environment effects in the magnetic S. A. Khan [5 S. A. Khan, J. WG1 17-10- https://doi.org/10.1103/PhysRevB.95.014408 3.836
roperties and electronic Minar (DE, MC WG2 2016
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structure of disordered FePt Member, WG1 WG3
S. A. Khan, J. Minar, H. Ebert, P. Blaha, O. Leader), H. Ebert (WG4
Sipr (DE, Chair), P.
Physical Review B 95, 14408 (2017) Blaha (AT), O.
Sipr (CZ)
85 IDecomposition behavior of platinum clusters |. Z. Koleva (3 I. Z. Koleva, H. A. |\WG1 11-12- https://doi.org/10.1039/c6cy02586b No Yes Yes Yes 6.773
supported on ceria and gamma-alumina in Aleksandrov (BG, 2016
the presence of carbon monoxide MC Member), G.
I. Z. Koleva, H. A. Aleksandrov, G. N. N. Vayssilov
\Vayssilov
Catal. Sci. Technol. 7, 734-742 (2017)
86 |Creating stable Floquet-Weyl semimetals by H. Hubener |5 H. Hubener, M. A. WG1 15-04- https://doi.org/10.1038/ncomms 13940 No Yes Yes Yes 12.124
aser-driving of 3D Dirac materials Sentef, U. De WG2 2016
H. Hubener, M. A. Sentef, U. De Giovannini, Giovannini (ES), [WG3
A. F. Kemper, A. Rubio A. F. Kemper, A.
Nature Communications 8, 13940 (2017) Rubio (ES, MC
Member)
B7 |Pressure induced phase transition in A. Rubio 1 A. Rubio (ES, MC (WG1 https://doi.org/10.1088/1742-6596/950/3/032003 No Yes Yes Yes
correlated oxides and simple metals: Mott Member) WG2
and charge-transfer insulators WG3
A. Rubio
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Beyond the Born-Oppenheimer picture Tavernelli, A. WG3
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J. Phys. Chem. C 120, 12362-12368 (2016) Himpsel
5 |Confined linear carbon chains as a route to  [L. Shi 14 L. Shi, P. WG1 25-09- https://doi.org/10.1038/NMAT4617 No Yes Yes Yes B39.737
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wells Jalochowski K. Palotas (HU, |[WG2 2015
M. Jalochowski, K. Palotas, M. Krawiec MC Member), M.
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