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Activity
· Researcher at CNR –IOM (Trieste).

· Technical support to users of the Gas Phase Photoemission line of light at ELETTRA (Trieste).
Scientific Interests:
Study of the electronic properties of gas-phase systems (inorganic and organic molecules and clusters of metals and metal oxides) using XAS and PES techniques with variable photonic energy with Synchrotron Radiation. Particular interest in:

• 
Inorganic molecules model of transition metal molecules.

• 
Organic and metalloorganic molecules, with particular interest in macrocyclic molecules.
Work experience
• 
05/2008 to date:


  Researcher of the CNR-IOM, Lab. TASC-Trieste.

• 
From 04/2003 to 04/2008
  
Researcher at TD Tenure track - National Institute of Matter Physics INFM, Lab. TASC-Trieste, then CNR.
• 
01/2000 - 03/2003


Research Collaboration Agreement - University of Rome TRE, Department of PHYSICS


Spectroscopy of atomic and molecular systems

•
 11/1998 - 12/1999


TD technologist - University of Rome TRE, Department of Physics


Research support activity at the ARPES experimental station at the Gas Phase Photoemission beam line in Elettra (Trieste).

• 
12 / 1996-10 / 1998


Coordinated and continuous collaboration agreement - Sincrotrone Trieste scpA


Development of data acquisition SW for the Gas Phase Photoemission BL at Elettra. Collaboration in the development, alignment and characterization of the beam light itself.
Education, scholarships and Training
• 
12 / 1996-10 / 1998


Post-Doc - University of Rome TRE, Department of Scientific Disciplines: Chemistry and computer science


Spectroscopy of inorganic molecules

• 
10/1996


European Community training grant


Experiment with a Super High Brilliance Soft X-Ray Synchrotron Radiation Facility

• 
10/1995-10/1996


Scholarship CNR - IMIP (Institute of Inorganic Materials and Plasmas) - Montelibretti (Rome)


Collisions of electrons and soft X-rays and in UV with atoms and molecules (Dr. Rossana Camilloni)

•
 05 / 1995-09 / 1995


Post-Doc - Accademia dei Lincei (Rome-ITALY) & The Royal Society (London, UK)


Award for a study visit under the "European Science Exchange Program" at the University of Oxford, Inorganic Chemistry Laboratory


Deepening of the study techniques by means of spectroscopy of photoelectrons excited with synchrotron radiation at variable photon energy (tutor: Prof. J.C. Green)

• 
03 / 1994-02 / 1995


Scholarship CNR - IMS (Institute of Special Materials) - Potenza


Spectroscopy of Synchrotron Radiation and Inorganic Precursors in the Gas Phase (prof.ssa Anna Giardini)

•
 05 / 1990-04 / 1991


INFM Scholarship - University of Rome “La Sapienza”, Dept. of Chemistry.


Gas phase photoemission line: line design; design and construction of photoemission chamber for molecule, metastable and transient problems (prof. Claudio Furlani)
• 
AA. 1993/1994


PhD - Inorganic Chemistry - University of Rome “La Sapienza” Dept. of Chemistry


Dissertation on “Study of correlation phenomena in the photoionization of metal halides in the gas phase by synchrotron radiation. Tutor Prof. Carla Cauletti

• 
AA. 1989/90


Physic degree

· University of Rome “La Sapienza” Dept. of Physics


Dissertation on “The local electronic structure of copper, bismuth and strontium sites in the Bi-Sr-Ca-Cu-O compounds” tutor: Prof. Tina Congiu-Castellano and Prof. Antonio Bianconi.
Active Projects
· 03/2020-03/2024


AHEAD2020 Grant agreement ID: 871158; budget € 9 977 472.50 coordinated by NATIONAL INSTITUTE OF ASTROPHYSICS - Italy


The AHEAD2020 project was approved as part of HORIZON 2020, for the Call H2020-INFRAIA-2019-1. It intends to promote the integration of national efforts in high-energy astrophysics, keeping the reference community at the forefront of science and technology and ensuring that astronomical observatories remain state of the art. The project will integrate key infrastructures for ground laboratory testing and calibration of space instrumentation by promoting their coordinated use. CNR provides the AHEAD community with the research infrastructures available at the ISM and IOM light lines of the national synchrotron laboratory of Elettra. CNR provides the AHEAD community with the research infrastructures available at the ISM and IOM light lines of the national synchrotron laboratory of Elettra. It will contribute in particular to the transnational access 1 (TA1) activity of the BABE research facility, for the characterization and diagnostics of optical elements, devices and related constituent materials (WP5, CNR-IOM) and to the joint research action to carry out laboratory measurements of energy and cross section of internal shell excitation of atomic ions of interest for astrophysics (WP13, CNR-ISM).

• 
05/2012-02/2024


Scientific Responsibility of the Loan of "High resolution electron spectroscopy with a VG Scienta Spectrometer"


Transfer of the SES 200 analyzer owned by the Department of Physics of the University of Uppsala, to the GasPhase beam line of the CNR-IOM in Elettra (Trieste), for the realization of photoemission measurements in the gaseous phase and from high resolution surfaces of the excitation photon and of the analyzed photoelectron.

• 
2012 - in progress


Project in International Valence EUROFEL - Roadmap ESFRI - GasPhase Photoemission


Specific activity for the CNR-IOM GasPhase group; development of spectroscopic techniques for gas phase systems and data acquisition methods for experiments with laser and FEL sources.

• 
2009 - ongoing


Photoemission Line of Light in Gaseous Phase (GasPhase): participation in the activities of the Research Group for the management of the line of light, assistance to users and in-house research activities.
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Technical skills and competences

·  High resolution X-ray absorption, electron photoemission techniques (UPS and XPS), mass spectrometry and total and dispersed fluorescence spectroscopy on atomic and molecular species in the vapor phase
• 
Development of instrumentation for absorption, photoemission and dispersed fluorescence spectroscopy with the use of synchrotron radiation in the X-ray and VUV range.

• 
Measurements of photoemission and absorption in VUV and X-rays from surfaces even in the presence of reactive gases.

• 
Measurements of absolute cross sections.

• 
Production of effusive beams from solids and liquids, production of supersonic beams from refractory solids.

· Computer skills and competences

· Writing (using the LabVIEW SW ™ package) of most of the data acquisition programs in use at Gas Phase Photoemission BL.

· Professional analysis of scientific data with various software applications (IgorPro, Excel, LabVIEW ...)
· Maintains the website of the Gas Phase Photoemission BL@Elettra.
Publications
149]
The ionize states of 6,6-dimethylfulvene; the vibrational energy levels studied by photionization, configuration interaction and density functional calculations. Michael H. Palmer, Marcello Coreno, Monica de Simone, Cesare Grazioli, Nykola Nones, Søren Vrønning HoffmannR. Alain Aitken Chem. Phys. Lett. 796 (2022) 139558; https://doi.org/10.1016/j.cplett.2022.139558
148]
The excited states of azulene: A study of the vibrational energy levels for the lower ππ*-valence states by configuration interaction and density functional calculations, and theoretical studies of the Rydberg states, Michael H. Palmer, Nykola Jones, Søren Vrønning Hoffmann, R. Alan Aitken, Marcello Coreno, Monica de Simone, cesare Grazioli, Iain L. Patterson, J. Chem. Phys. 157 (2022) 154307: https://doi.org/10.1063/5.0106697
147]
Evidence of hybridization states at the donor/acceptor interface: Case of m-MTDATA/PPT; Teng Zhang, Tingting Wang, Cesare Grazioli, Ambra Guarnaccio, Iulia Emilia Brumboiu, Fredrik O. L. Johansson, Klara Beranova, Marcello Coreno, Monica de Simone, Barbara Brena, Liwei Liu, Yeliang Wang, Carla Puglia J. Phys: Condens Matter 34 (2022) 214008 doi: 10.1088/1361-648X/AC5AFF
146]
m-MTDATA on Au(111) Spectroscopic Evidence of Molecule-Substrate Interactions; Teng Zhang, Cesare Grazioli, Ambra Guarnaccio, Iulia Emilia Brumboiu, Valeria Lanzillotto, Fredrik O. L. Johansson, Klara Beranova, Marcello Coreno, Monica de Simone, Barbara Brena, Carla Puglia J. Phys. Chem. C. 126 (2022) 3202-3210 doi: 10.1021/acs.jpcc.1c09574
145]
CarbonK-edge x-ray emission spectroscopy of gas phase ethylenic molecules; R. A. Ingle, A. Banerjee, C. Bacellar, T. R. Barillot, L. Longetti, M. Coreon, M. de Simone, F. Zuccaro, L. Poletto, P. Miotti, A. Rored, A. Stolow, M. S. Schuurman, M. Odelius, M. Chergui; J. Phys. B: At. Mol. Opt. Phys. 55 (2022) 044001 doi: 10.1088/1361-6455/AC4E66
144]
The ground and ionized states of azulene: A combined study of the vibrational energy levels by photoionization, configuration interaction and density functional calculations; Michael H. Palmer; Marcello Coreno, Monica de Simone, Cesare Grazioli, Nykola C. Jones; Søren Vrønning Hoffmann, R. Alan Aitken; J. Chem. Phys. 156 (2022) 064305 doi: 10.1063/5.0073505
143]
Clarifying the Adsorption of Triphenylamine on Au(111): Filling the HOMO-LUMO Gap.; Teng Zhang, Pamela H.W. Svensson, Iulia Emilia Brumboiu, Valeria Lanzillotto, Cesare Grazioli, Ambra Guarnaccio, Fredrik O. L. Johansson, Klara Beranova, marcello Coreno, Monica de Simone, Luca Floreano, Albano Cossaro, Barbara Brena, Carla Puglia; J. Phys. Chem. C 126 (2022) 1635-1643; doi: 10.1021/acs.jpcc.1c08877
142]
Frontier orbital stability of nitroxyl organic radicals probed by means of inner shell resonantly enhanced valence band photoelectron spectroscopy; Roberta Totani, Ivan Ljubic, Alessandra Ciavadini, Cesare Grazioli, Federico Galdenzi, Monica de Simone, Marcello Coreno; Phys. Chem. Chem. Phys. 24 (2022) 1993-2003; doi: 10.1039/D1CP05264K
141]
The vacuum ultraviolet absorption spectrum of norbornadiene: Vibrational analysis of the singlet and triplet valence states of norbornadiene by configuration interaction and density functional calculations; Michael H. Palmer; Søren Vrønning Hoffmann, Nykola C. Jones; Marcello Coreno, Monica de Simone, Cesare Grazioli,R. Alan Aitken; J. Chem. Phys. 155 (2021) 034308; doi: 10.1063/5.0053962
140]
Study of the electronic structure of M2(CH2M3)6 (M=Mo, W) by Photoelectron Spectroscopy and Density Functional Theory; Monica de Simone, Marcello Coreno, Roberta Totani, Nicolas E. capra, Louis Messerle, Jennifer C. Green, Alfred SattelbergerOrganometallics 41 (2021) 29-40; doi: 10.1021/acs.organomet.1c00586
139]
High-level studies of the ionic states of norbornadiene and quadricyclane, including analysis of new experimental photoelectron spectra by configuration interaction and coupled cluster calculations; Michael H. Palmer; Marcello Coreno, Monica de Simone, Cesare Grazioli, R. Alan Aitken, Søren Vrønning Hoffmann, Nykola C. Jones, Coralyse Peureux.; J. Chem. Phys. 153 (2020) 054301; doi: 10.1063/5.0031387
138]
The vacuum ultraviolet spectrum of cyclohepta-1, 3, 5-triene: Analysis of the singlet and triplet excited states by ab initio and density functional methods; Michael H. Palmer, Søren Vrønning Hoffmann, Nykola C. Jones; Marcello Coreno, Monica de Simone, Cesare Grazioli, R. Alan Aitken; J. Chem. Phys. 153 (2020) 054301; doi: 10.1063/5.0011088
137]
S 2p and P 2p core level spectroscopy of PPT ambipolar material and its building block moieties; E. Bernes, G. Fronzoni, M. Stener, A. Guarnaccio, T. Zhang, C. Grazioli, F. O. L. Johansson, M. Coreno, M. de Simone, C. Puglia, D. Toffoliz,; J. Phys. Chem. C 124 (2020) 14510; doi: 10.1021/acs.jpcc.0c03973

136]
The ground and ionic states of cyclohepta-1,3,5-triene and their relationship to norcaradiene states: New 1H and 13C NMR spectra and analysis of a new experimental photoelectron spectrum by ab initio methods; Michael H. Palmer, R. Alan Aitken, Marcello Coreno, Monica de Simone, Cesare Grazioli, Søren Vrønning Hoffmann, Nykola C. Jones; J. Chem. Phys. 152 (2020) 144301; doi: 10.1063.1.5142268
135]
PPT isolated molecules and its building blocks moieties studied by C 1s and O 1s gas phase X-ray photoelectron and photoabsorption spectroscopies; Ambra Guarnaccio, Teng Zheng, Cesare Grazioli, Frederik O. L. Johansson, Marcello Coreno, Monica de Simone, Giovanna Fronzoni, Daniele Toffoli, Elisa Bernes, Carla Puglia; J. Phys. Chem. C 124 (2020) 9774; doi: 10.1021/acs.jpcc.0c01764

134]
Interplay among work function, electronic structure and stoichiometry in nanostructured Vox films; Alessandro D’Elia, Cinzia Cepek, Monica de Simone, Salvatore macis, Blaz Belec, Mattia Fanetti, Paolo Piseri, Augusto Marcelli, Marcello Coreono; Phys. Chem. Chem. Phys. 22 (2020) 6282; doi: 10.1039/D0CP00216J
133]
Comparative Experimental and Theoretical Study of the C and O K-Edge X-ray Absorption Spectroscopy in Three Highly Popular, Low Spin Organoiron Complexes: [Fe(CO)(5)], [(eta(5)-C5H5)Fe(CO)(mu-CO)](2), and [(eta(5)-C5H5)(2)Fe]; Carlotto S.; Finetti P.; de Simone M.; Coreno M.; Casella G.; Sambi M.; Casarin M.; Inorg. Chem. 58 (2019) 16411; doi: 10.1021/acs.inorgchem.9b02107
132]
Correlation effects in B1s core-excited states of boronic-acid derivatives: An experimental and computational study; Toffoli, D; Ponzi, A; Bernes, E; de Simone, M; Grazioli, C; Coreno, M; Stredansky, M; Cossaro, A; Fronzoni, G; J. Chem. Phys. 151 (2019) 134306; doi: 10.1063/1.5120175
131]
Theory meets experiment for unravelling the C1s X-ray photoelectron spectra of pyridine, 2-fluoropyridine, and 2,6-difluoropyridine; Marco Mendolicchio, Alberto Baiardi, Giovanna Fronzoni, Mauro Stener, Cesare Grazioli, Monica de Simone, Vincenzo Barone; J. Chem. Phys. 151 (2019) 124305; doi: 10.1063/1.5122310
130]
The electronically excited states of cyclooctatetraene-An analysis of the vacuum ultraviolet absorption spectrum by ab initio configuration interaction methods; Palmer, MH; Hoffmann, SV; Jones, NC; Coreno, M; de Simone, M; Grazioli, C; J. Chem. Phys. 151 (2019) 084304; doi: 10.1063/1.5115997
128]
Electronic structure modifications induced by increased molecular complexity: from triphenylamine to m-MTDATA; Zhang, T; Brumboiu, IE; Lanzilotto, V; Grazioli, C; Guarnaccio, A; Johansson, FOL; Coreno, M; de Simone, M; Santagata, A; Brena, B; Puglia, C; Phys. Chem. Chem. Phys. 21 (2019) 17959; doi: 10.1039/c9cp02423a
127]
The ionic states of cyclooctatetraene: Analysis of a new experimental photoelectron spectrum by ab initio and density functional methods; Palmer, MH; Coreno, M; de Simone, M; Grazioli, C; Hoffmann, SV; Jones, NC; J. Chem. Phys. 150 (2019) 194305; doi: 10.1063/1.5096254

126]
Comparative Experimental and Theoretical Study of the Fe L-2,L-3-Edges X-ray Absorption Spectroscopy in Three Highly Popular, Low-Spin Organoiron Complexes: [Fe(CO)(5)], [(eta(5)-C5H5)Fe(CO)(mu-CO)](2), and [(eta(5)-C5H5)(2)Fe]; Carlotto, S; Finetti, P; de Simone, M; Coreno, M; Casella, G; Sambi, M; Casarin, M; Inorg. Chem. 58 (2019) 5844; doi: 10.1021/acs.inorgchem.9b00226
125]
Ultra-Fast-VUV Photoemission Study of UV Excited 2-Nitrophenol; Ciavardini, A; Coreno, M; Callegari, C; Spezzani, C; De Ninno, G; Ressel, B; Grazioli, C; de Simone, M; Kivimaki, A; Miotti, P; Frassetto, F; Poletto, L; Puglia, C; Fornarini, S; Pezzella, M; Bodo, E; Piccirillo, S; J. Phys. Chem. A 123 (2019) 1295; doi: 10.1021/acs.jpca.8b10136
124]
Electronic Structure Characterization of a Thiophene Benzo-Annulated Series of Common Building Blocks for Donor and Acceptor Compounds Studied by Gas Phase Photoelectron and Photoabsorption Synchrotron Spectroscopies; Toffoli, D; Guarnaccio, A; Grazioli, C; Zhang, T; Johansson, F; de Simone, M; Coreno, M; Santagata, A; D'Auria, M; Puglia, C; Bernes, E; Stener, M; Fronzoni, G; J. Phys. Chem. A 122 (2018) 8745; doi: 10.1021/acs.jpca.8b08333
123]
Lone-Pair Delocalization Effects within Electron Donor Molecules: The Case of Triphenylamine and Its Thiophene-Analog; Zhang, T; Brumboiu, IE; Grazioli, C; Guarnaccio, A; Coreno, M; de Simone, M; Santagata, A; Rensmo, H; Brena, B; Lanzilotto, V; Puglia, C; J. Phys. Chem. C 122 (2018) 17706; doi: 10.1021/acs.jpcc.8b06475
122]
The photoelectron spectra of the isomeric 1-and 2-methyltetrazoles; their equilibrium structures and vibrational analysis by ab initio calculations; Palmer, MH; Coreno, M; de Simone, M; Grazioli, C; Hoffmann, SV; Jones, NC; Peterson, KA; Aitken, RA; Rouxel, C; J. Chem. Phys. 149 (2018) 034305; doi: 10.1063/1.5041249
121]
Spectroscopic Fingerprints of Intermolecular H-Bonding Interactions in Carbon Nitride Model Compounds; Lanzilotto, V; Silva, JL; Zhang, T; Stredansky, M; Grazioli, C; Simonov, K; Giangrisostomi, E; Ovsyannikov, R; de Simone, M; Coreno, M; Araujo, CM; Brena, B; Puglia, C; Chemistry-A European Journal 24 (2018); doi: 10.1002/chem.201802435
120]
The valence and Rydberg states of difluoromethane: A combined experimental vacuum ultraviolet spectrum absorption and theoretical study by ab initio configuration interaction and density functional computations; Michael H. Palmer, Søren Vrønning Hoffmann, Nykola C. Jones, Marcello Coreno, Monica de Simone, Cesare Grazioli; J. Chem. Phys. 148 (2018) 214304; doi: 10.1063/1.5030657
119]
A new XUV optical end-station to characterize compact and flexible photonic devices using synchrotron radiation; Marcelli, A.; Mazuritskiy, M. I.; Dabagov, S. B.; Hampai, D.; Lerer, A. M.; Izotova, E. A.; D'Elia, A.; Turchini, S.; Zema, N.; Zuccaro, F.; de Simone, M.; Rezvani, S. Javad; Coreno, M. JINST 13 (2018) C03035; doi: 10.1088/1748-0221/13/03/C03035
118]
S2p core level spectroscopy of short chain oligothiophenes; Baseggio, O.; Toffoli, D.; Stener, M.; Fronzoni, G.; de Simone, M.; Grazioli, C.; Coreno, M.; Guarnaccio, A.; Santagata, A.; D'Auria, M.; J. Chem. Phys. 147 (2017) 244301; doi: 10.1063/1.5006875
117]
The ionic states of difluoromethane: A reappraisal of the low energy photoelectron spectrum including ab initio configuration interaction computations; Palmer, Michael H.; Biczysko, Malgorzata; Baiardi, Alberto; Coreno, Marcello; de Simone, Monica; Grazioli, Cesare; Hoffmann, Soren Vronning; Jones, Nykola C.; Peterson, Kirk A; J. Chem. Phys. 147 (2017) 074305; doi: 10.1063/1.4998150
116]
A combined theoretical and experimental study of the valence and Rydberg states of iodopentafluorobenzene; Michael H. Palmer, Søren Vrønning Hoffmann, Nykola C. Jones, Marcello Coreno, Monica de Simone, Cesare Grazioli, Kirk A. Peterson, Alberto Baiardi, Teng Zhang, Malgorzata Biczysko; J. Chem. Phys. 146 (2017) 174301; doi: 10.1063/1.4981919
115]
A combined theoretical and experimental study of the ionic states of iodopentafluorobenzene; Michael H. Palmer, Marcello Coreno, Monica de Simone, Søren Vrønning Hoffmann, Nykola C. Jones, Cesare Grazioli, Kirk A. Peterson, Alberto Baiardi, Teng Zhang, Malgorzata Biczysko; J. Chem. Phys. 146 (2017) 084302; doi: 10.1063/1.4975672
114]
Study of the electronic structure of short chain oligothiophenes; Grazioli, C.; Baseggio, O.; Stener, M.; Fronzoni, G.; de Simone, M.; Coreno, M.; Guarnaccio, A.; Santagata, A.; D'Auria, M. J. Chem. Phys. 146 (2017) 054303; doi: 10.1063/1.4974841
113]
Electronic structure investigation of biphenylene films; R. Totani, C. Grazioli, T. Zhang, I. Bidermane, J. Luder, M. de Simone, M. Coreno, B. Brena, L. Lozzi,C. Puglia, J. Chem. Phys 146 (2017) 054705; doi: 10.1063/1.4975104
112]
Conclusively Addressing the CoPc Electronic Structure: A Joint Gas-Phase and Solid-State Photoemission and Absorption Spectroscopy Study; Zhang, T.; Brumboiu, I. E.; Lanzilotto, V.; Lüder, J.; Grazioli, C.; Giangrisostomi, E.; Ovsyannikov, R.; Sassa, Y.; Bidermane, I.; Stupar, M.; de Simone, M.; Coreno, M.; Ressel, B.; Pedio, M.; Rudolf, P.; Brena, B.; Puglia, C, J. Phys. Chem. A 121 (2017) 26372; doi: 10.1021/acs.jpcc.7b08524

111]
Combined theoretical and experimental study of the valence, Rydberg and ionic states of fluorobenzene” Michael H. Palmer, Trevor Ridley, Søren V. Hoffmann, Nykola C.  Jones, Marcello Coreno, Monica de Simone, Cesare Grazioli, Teng Zhang, Malgorzata Biczysko, Alberto Baiardi, Kirk A. Peterson J. Chem. Phys. 144 (2016) 204305; doi: 10.1063/1.4949548
110]
Time-dependent quantum simulations of coronene photoemission spectra” Angela Acocella, Monica de Simone, Fabrizio Evangelista, Marcello Coreno, Petra Rudolf, Francesco Zerbetto, Physical Chemistry Chemical Physics,18 (2016) 13604, doi: 10.1039/C5CP06455D
109]
The multielectron character of the S 2p → 4eg shape resonance in the SF6 molecule studied via detection of soft x-ray emission and neutral high-Rydberg fragments A. Kivimäki, M. Coreno, P. Miotti, F. Frassetto, L. Poletto, C. Stråhlman, M. de Simone, R. Richter J. Electron Spectrosc.Relat.Phenom. 209 (2016) 26, doi: 10.1016/j.elspec.2016.03.002
108] 
Combined theoretical and experimental study of the valence, Rydberg and ionic states of chlorobenzene”, Michael H. Palmer, Trevor Ridley, Søren V. Hoffmann, Nykola C.  Jones, Marcello Coreno, Monica de Simone, Cesare Grazioli, Teng Zhang, Malgorzata Biczysko, Alberto Baiardi, Kirk A. Peterson, J. Chem. Phys. 144 (2016) 124302; doi: 10.1063/1.494407
107] 
Ultrafast Charge Transfer Pathways Through A Prototype Amino- Carboxylic Molecular Junction”, Gregor Kladnik, Michele Puppin, Marcello Coreno, Monica de Simone, Luca Floreano, Alberto Verdini, Alberto Morgante, Dean Cvetko, Albano Cossaro, NanoLetters, 16 (2016) 1955, doi: 10.1021/acs.nanolett.5b05231
106]
"Vibrationally resolved NEXAFS at C and N K-edges of pyridine, 2-fluoropyridine and 2,6-difluoropyridine: a combined experimental and theoretical assessment" Alberto Baiardi, Marco Mendolicchio, Vincenzo Barone, Giovanna Fronzoni, Gustavo Adolfo Cardenas Jimenez, Mauro Stener, Cesare Grazioli, Monica de Simone, and Marcello Coreno, J. Chem. Phys.143 (2015) 204102; http://dx.doi.org/10.1063/1.4935715

105]
"Interpretation of the photoelectron, ultraviolet and vacuum ultraviolet photoabsorption spectra of bromobenzene by ab initio configuration and DFT computations" Michael H. Palmer, Trevor Ridley, Søren Vrønning Hoffmann, Nykola C. Jones, Marcello Coreno, Monica de Simone, Cesare Grazioli, Teng Zhang, Malgorzata Biczysko, Alberto Baiardi, Kirk Peterson, J. Chem. Phys. 143, 164303 (2015); http://dx.doi.org/10.1063/1.4933419

104] 
“Atomic contribution to the valence band photoelectron spectra of metal-free, iron and manganese phthalocyanine” , Ieva Bidermane, Iulia E: Broboiu, Roberta Totani, Cesare Grazioli, M. N. Shariati-Nilsson, H. C. Herper, Olle Eriksson, B. Sanyal, Barbara Ressel,Monica de Simone, Luca Lozzi, Barbera Brena, Carla Puglia; J .Electron. Spectrosc. Relat. Phenom 205 (2015) 92; doi: 10.1016/j.elspec.2015.09.004

103] 
"Interpretation of the vacuum ultraviolet photoabsorption spectrum of iodobenzene by ab initio computations" Michael H. Palmer, Trevor Ridley, Søren Hoffmann, Nykola Jones, Marcello Coreno, Monica de Simone, Cesare Grazioli, Malgorzata Biczysko, Alberto Baiardi, Paulo Limao-Vieira, J. Chem. Phys. 142 (2015) 134302; http://dx.doi.org/10.1063/1.4916121

102] 
"The ionic states of iodobenzene studied by photoionization and ab initio configuration interaction and DFT computations "Michael H. Palmer, Trevor Ridley, Søren Hoffmann, Nykola Jones, Marcello Coreno, Monica de Simone, Cesare Grazioli, Malgorzata Biczysko, Alberto Baiardi, J. Chem. Phys. 142 (2015) 134301; http://dx.doi.org/10.1063/1.4916120

101] 
 “The Low Density Matter (LDM) beamline of FERMI: optical layout and first commissioning” , C. Svetina, C. Grazioli, N. Mahne, L. Raimondi, C. Fava, M. Zangrando, S. Gerusina, M. Alagia, L. Avaldi, G. Cautero, M. de Simone, M. Devetta, M. Di Fraia, M. Drabbels, V. Feyer, P. Finetti, R. Katzy, A. Kivimäki, V. Lyamayev, T. Mazza, A. Moises, T. Möller, P. O'Keeffe, Y. Ovcharenko, P. Piseri, O. Plekan, K.C. Prince, R. Sergo, F. Stienkemeier, S. Stranges, M. Coreno, C. Callegari, J. Synch. Rad. 22 (2015), doi: 10.1107/S1600577515005743

100] 
"Characterization of gas phase iron phthalocyanine with x-ray photoelectron and absorption spectroscopies" I. Bidermane, R. Totani, C. Grazioli, M. de Simone, M. Coreno, A. Kivimaki, J. Ahlund, L. Lozzi, C. Puglia, Phys. Status Solidi B, 1–7 (2015); doi 10.1002/pssb.201451147

99]
“The electronic characterization of biphenylene—Experimental and theoretical insights from core and valence level spectroscopy” J. Lüder, M. de Simone, R. Totani, M. Coreno, C. Grazioli, B. Sanyal, O. Eriksson, B. Brena, C. Puglia J. Chem. Phys. 142 (2015) 074305; doi: 10.1063/1.4907723

98]
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