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active organometallic second order NLO-phores with excellent transparency with respect to
second harmonic emission. Chemical Communications, 2007, 4116-8

CASPT2//CASSCF and TDDFT//CASSCF Mapping of the Excited State Isomerization Path of a 3
75 Minimal Model of the Retinal Chromophore. Journal of Physical Chemistry A, 2004, 108, 1208-1213 2 79

A combined computational and experimental study of polynuclear Ru-TPPZ complexes: insight into

the electronic and optical properties of coordination polymers. Journal of the American Chemical
Society, 2004, 126, 9715-23




SIMONA FANTACCI
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Materials &amp; Interfaces, 2013, 5, 4334-9

Computational Spectroscopy Characterization of the Species Involved in Dye Oxidation and
47 Regeneration Processes in Dye-Sensitized Solar Cells. Journal of Physical Chemistry C, 2011, 115, 18863-1%%72 22

An EFISH, Theoretical, and PGSE NMR Investigation on the Relevant Role of Aggregation on the

Second Order Response in CHCI3 of the PushPull Chromophores
[5-[[4?-(Dimethylamino)phenyl]ethynyl]-15-[(42?-nitrophenyl)ethynyl]-10,20-diphenylporphyrinate]

Theoretical Investigations of the Effects of J-Aggregation on thé Linear and Nonlinear Optical
45 Properties ofE-4-(4-Dimethylaminostyryl)-1-methylpyridinium [DAMS+]. Journal of Physical 3.8 20
Chemistry C, 2008, 112, 1213-1226

Designing Squaraines to Control Charge Injection and Recombination Processes in NiO-based

Dye-Sensitized Solar Cells. ChemSusChem, 2017, 10, 2385-2393

Everything you always wanted to know about black dye (but were afraid to ask): a DFT/TDDFT

43 investigation. Chimia, 2013, 67, 121-8 iy i

Computational Investigations on Organic Sensitizers for Dye-Sensitized Solar Cell. Current Organic
Synthesis, 2012, 9, 215-232

A time-dependent density functional theory investigation on the nature of the electronic
41 transitions involved in the nonlinear optical response of [Ru(CF3CO2)3T] (T = 43 18
4[3(C6H4-p-NBu2)-2,206[)2Mterpyridine). Dalton Transactions, 2006, 852-9

Novel Fullerene Platinum Alkynyl Complexes with High Second-Order Nonlinear Optical Properties
as a Springboard for NLO-Active Polymer Films. Organometallics, 2016, 35, 1015-1021

Cobalt Polypyridyl Complexes as Transparent Solution-Processable Solid-State Charge Transport

39 Materials. Advanced Energy Materials, 2016, 6, 1600874 218 17

Discoloration of the smalt pigment: experimental studies and ab initio calculations. Journal of

Analytical Atomic Spectrometry, 2012, 27, 1941




SIMONA FANTACCI

An investigation on the second order nonlinear optical response of tris-cyclometallated Ir(lll) L
37 complexes with variously substituted 2-phenylpyridines. Dalton Transactions, 2013, 42, 155-9 43 7

Structural and electronic properties of the PbCrO4 chrome yellow pigment and of its light sensitive
sulfate-substituted compounds. RSC Advances, 2016, 6, 36336-36344

Electronic and optical properties of dye-sensitized TiOlinterfaces. Topics in Current Chemistry, 2014
35 347,1-45 i
New [(D-terpyridine)-Ru-(D or A-terpyridine)][4-EEPhCO2]2 complexes (D = electron donor group; A
= electron acceptor group) as active second-order non linear optical chromophores. Dalton
Transactions, 2012, 41, 6707-14
Cationic cyclometallated iridium(lll) complexes with substituted 1,10-phenanthrolines: the role of
13 the cyclometallated moiety on this new class of complexes with interesting luminescent and 1 16
second order non linear optical properties. Journal of Materials Science: Materials in Electronics,

Theoretical investigation of the structural and electronic properties of luteolin, apigenin and their
deprotonated species. Computational and Theoretical Chemistry, 2008, 868, 12-21

. DFT/TDDFT investigation of the stepwise deprotonation in tetracycline: pKa assignment and L L
b UVHis spectroscopy. Theoretical Chemistry Accounts, 2012, 131, 1 9 J

Mechanism of the initial conformational transition of a photomodulable peptide. Angewandte
Chemie - International Edition, 2005, 44, 6077-81

First member of an appealing class of cyclometalated 1,3-di-(2-pyridyl)benzene platinum(ll)

29 complexes for solution-processable OLEDs. Journal of Materials Chemistry C, 2020, 8, 7873-7881 71 12

pH-Sensitive Bis(2,2?:6?,2"-terpyridine)ruthenium(ll) Complexes [A DFT/TDDFT Investigation of
Their Spectroscopic Properties. European Journal of Inorganic Chemistry, 2011, 2011, 1605-1613

AcidBase chemistry of luteolin and its methyl-ether derivatives: A DFT and ab initio investigation.

27 Chemical Physics Letters, 2008, 462, 313-317 25 12
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