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Disentangling the role of oxygen vacancies on the surface of Fe304 and FFe203. /norganic
Chemistry Frontiers, 2019, 6, 2660-2666

Dimension-Matched Zinc Phthalocyanine/BiVO Ultrathin Nanocomposites for CO Reduction as
Efficient Wide-Visible-Light-Driven Photocatalysts via a Cascade Charge Transfer. Angewandte 16.4 112
Chemie - International Edition, 2019, 58, 10873-10878

Effect of different topological structures (D-ED and D-EA-ED) on the optoelectronic properties of
benzo[2,1-B:3,4-B ldithiophene based donor molecules toward organic solar cells. Solar Energy,
2019, 186, 311-322

Theoretical investigations of the aromaticity, stability and photophysical behaviors for expanded
porphyrins. Chemical Physics Letters, 2019, 728, 25-31 5 3

Water-soluble fluorescent probe for multiple ions detection based on different pH moderation.
Organic Electronics, 2019, 70, 186-192

Understanding the Diverse Coordination Modes of Thiocyanate Anion on Solid Surfaces. Journal of 3
Physical Chemistry C, 2019, 123, 9282-9291 3 5

Study on the spectral complementary composite dye molecules designed for high performance
dye-sensitized solar cells: A theoretical investigation. Computational and Theoretical Chemistry,
2019, 1154, 44-49

The effect of molecular structure on intramolecular charge-transfer in 1,3,4-oxadiazole derivatives. L
Journal of Photochemistry and Photobiology A: Chemistry, 2019, 377,309-317 47 ©

Novel sky blue heteroleptic iridium(lll) complexes with finely-optimized emission spectra for highly
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Theoretical design of porphyrin dyes with electron-deficit heterocycles towards near-IR light
sensitization in dye-sensitized solar cells. Solar Energy, 2019, 188, 742-749

Proline-derived Monodentate Organocatalyst for Asymmetric Reduction of Imine with HSiCl3.

ChemistrySelect, 2019, 4, 9590-9594 18 2

Theoretical study on the excited state decay properties of iron(ii) polypyridine complexes

substituted by bromine and chlorine.. RSC Advances, 2019, 9, 31621-31627




(2018-2019)

L Metal-Organic Frameworks Harness Cu Chelating and Photooxidation Against Amyloid [ 3
45 Aggregation in Vivo. Chemistry - A European Journal, 2019, 25, 3489-3495 4- 32

DFT and TD-DFT study a series of blue and green iridium complexes with mesityl-phenyl-imidazole
ligand. Organic Electronics, 2019, 64, 181-187

DFT and TD-DFT study of iridium complexes with low-color-temperature and low-efficiency roll-off
143 properties. Applied Organometallic Chemistry, 2019, 33, e4563 >4

Performance Regulation of Thieno[3,2-b]benzothiophene EEpacer-Based D-EA Organic Dyes for
Dye-Sensitized Solar Cell Applications: Insights From Computational Study. Frontiers in Chemistry,
2018, 6, 676

AT The effect of the embedded o-carborane ligand on the photophysical properties of a >
4 cyclometalated Pt(Il) complex: a theoretical investigation. Inorganic Chemistry Frontiers, 2018, 5, 1016-1 (ﬁ%

A highly selective fluorescent probe for cyanide ion and its detection mechanism from theoretical

calculations. Talanta, 2018, 185, 1-6

L Intrinsic quantum efficiency enhancement in well-known Ir(lll) complexes by virtue of a simple and
39 controllable deuteriation strategy. Materials Chemistry Frontiers, 2018, 2, 1215-1224

Theoretical investigations on the unsymmetrical effect of [FHink Zn-porphyrin sensitizers on the
performance for dye-sensitized solar cells. Physical Chemistry Chemical Physics, 2018, 20, 3741-3751

Influences of donor/acceptor ratio on the optical and electrical properties of the D/A alternating
137 model oligomers: A density functional theory study. Spectrochimica Acta - Part A: Molecular and 4.4
Biomolecular Spectroscopy, 2018, 199, 260-270

Theoretical study on the reaction mechanism of the thermal - isomerization of fluorine-substituted
azobenzene derivatives.. RSC Advances, 2018, 8, 11580-11588

L Promising pyridinium ylide based anchors towards high-efficiency dyes for dye-sensitized solar cells 6 5
35 applications: Insights from theoretical investigations. Electrochimica Acta, 2018, 283, 1798-1805 7 7

Strategies on Cyclometalating Ligand Substitution of Several Ir(lll) Complexes: Theoretical
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azobenzene chromophores. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 4.4
2015, 137,987-94

Theoretical studies of fluorine substituent effect on organic photo-sensitizers in dye sensitized 5
93 solar cells. Computational and Theoretical Chemistry, 2015, 1067, 119-128 4

The induced current strengths and aromatic pathways of heteroporphyrins and their antiaromatic

derivatives. International Journal of Quantum Chemistry, 2015, 115, 983-988




Fu-QuaN Bal

Discovering the intermediate of dye regeneration in dye-sensitized solar cells: Theoretical
91 investigations on the interaction between organic dye with different donors and . Dyes and 46 21
Pigments, 2015, 120, 74-84
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Theoretical studies on the dihydrogen bonding between shortchain hydrocarbon and magnesium
hydride. Chemical Research in Chinese Universities, 2014, 30, 831-836

Theoretical Studies on Phosphorescent Materials: The Conjugation-Extended Ptll Complexes.

57 Australian Journal of Chemistry, 2014, 67, 1522 121

Theoretical investigation and design of high-efficiency dithiafulvenyl-based sensitizers for

dye-sensitized solar cells: the impacts of elongating Espacers and rigidifying dithiophene. Physical
Chemistry Chemical Physics, 2014, 16, 9458-68




Fu-QuaN Bal

Theoretical studies on structural and spectroscopic properties of photoelectrochemical cell
55 ruthenium sensitizers, derivatives of AR20. International Journal of Quantum Chemistry, 2013, 113, 891 9ot >

DFT/TDDFT investigation on bis-cyclometalated alkynylgold(lll) complex: Comparison of absorption
and emission properties. Science China Chemistry, 2013, 56, 641-647

Connection style and spectroscopic properties: Theoretical understanding of the interface 6 1
53 between N749 and TiO2 in DSSCs. Dyes and Pigments, 2013, 99, 201-208 4 7

Theoretical analysis on magnetic properties of conjugated organic molecules containing borepin.
Chemical Research in Chinese Universities, 2013, 29, 962-968

Synthesis, structural characterization and photoluminescence property of three
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