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Carbon Nanodots from in Silico Perspective

Chemical Reviews, 2022, 122(16), 13709-13799.
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Journal of Physical Chemistry B, 2022, xxx, xxx-xxX. https://doi.org/10.1021/acs.jpcb.2¢04225
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Xiaohua Lu and Xiaoyan Ji
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Andrei Neamtu, Francesca Mocci, Aatto Laaksonen and Fernando L. Barroso da Silva

Towards an optimal monoclonal antibody with higher binding affinity to the receptor-binding domain of
SARS-CoV-2 spike proteins from different variants

BioRxiv Jan 5, 2022, 1-59. https://doi.org/10.1101/2022.01.04.474958

To be published in Colloids and Interfaces B, Biointerfaces

Yihui Dong, Weifeng Lin, Aatto Laaksonen and Xiaoyan Ji

Complementary Powerful Techniques for Investigating the Interactions of Proteins with Porous
TiO2 and Its Hybrid Materials: A Tutorial Review

Membranes 2022, 12, 415. https://doi.org/10.3390/membranes12040415

Fangfang Li, Aatto Laaksonen, Xiangping Zhang and Xiaoyan Ji

Rotten Eggs Revaluated: Tonic Liquids and Deep Eutectic Solvents for Removal and Utilization
of Hydrogen Sulfide

Industrial & Engineering Chemistry Research, 2022, 61, 2643-2671
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Yudi Wei, Zhongyang Dai, Yihui Dong, Andrei Filippov, Xiaoyan Ji, Aatto Laaksonen,
Faiz Ullah Shah, Rong An and Harald Fuchs

Molecular interactions of ionic liquids with SiO2 surfaces determined from

colloid probe atomic force microscopy

Physical Chemistry Chemical Physics, 2022, 24, 12808—12815

DOI: 10.1039/d2cp00483f

Yudi Wei, Yihui Dong, Xiaoyan Ji, Faiz Ullah Shah, Aatto Laaksonen, Rong An and
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Detailing molecular interactions of ionic liquids with charged SiO2 surfaces:

A systematic AFM study.

Journal of Molecular Liquids, 2022, 350, 118506.
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Fernando L. Barroso da Silva, Carolina Corréa Giron and Aatto Laaksonen
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Leon Engelbrecht, Francesca Mocci, Yonglei Wang, Sergiy Perepelytsya, Tudor Vasiliu
and Aatto Laaksonen

Molecular Perspective on Solutions and Liquid 2 Mixtures from Modelling & Experiment
Chapter 3 in “Soft Matter Systems for Biomedical Applications”

(Bulavin, Leonid, Lebovka, Nikolai (Eds.), Springer Nature Switzerland AG, 2021

DOI : 10.1007/978-3-030-80924-9

Francesca Mocci, Aatto Laaksonen, Leon Engelbrecht, Tudor Vasiliu and Sergiy Perepelytsya
DNA-polyamine interactions: Insight from 2 Molecular Dynamics simulations on the sequence-
specific binding of spermidine

Chapter 4 in “Soft Matter Systems for Biomedical Applications”

(Bulavin, Leonid, Lebovka, Nikolai (Eds.), Springer Nature Switzerland AG, 2021

DOI : 10.1007/978-3-030-80924-9

Alexander Lyubartsev and Aatto Laaksonen

Inverse Problems and Hierarchical Multiscale Modelling of Biological Matter

Pages 213-238, In “New Trends in Macromolecular and Supramolecular Chemistry for
Biological Applications”, (Marc J. M. Abadie, Mariana Pinteala, Alexandru Rotaru Editors)
Springer Nature Switzerland AG, 2021
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Yihui Dong, Aatto Laaksonen, Qingwei Gao and Xiaoyan Ji

Molecular mechanistic insight into ionic strength controlled interfacial behavior
of a single protein on TiO2 surface

Langmuir, 2021, 37(39) 11499-11507.
https://doi.org/10.1021/acs.langmuir.1c01726

Dovile Lengvinaite, Sonata Kvedaraviciute, Stase Bielskute, Vytautas, Klimavicius, Vytautas
Balevicius, Francesca Mocci, Aatto Laaksonen and Kestutis Aidas

Structural features of the [C4mim][Cl] ionic liquid and its mixtures with water: insight from a 1H
NMR experimental and QM/MD study

Journal of Physical Chemistry B, 2021, 125(48), 13255-13266.

Sten Sarman and Aatto Laaksonen

Microscopic shear flow simulations of a biaxial smectic A liquid crystal based on the soft
ellipsoid string-fluid

Phys. Chem. Chem. Phys., 2021, 23, 15183

DOI: 10.1039/d1cp00957e

Carolina Corréa Giron, Aatto Laaksonen and Fernando Luis Barroso da Silva,

Up State of the SARS-COV-2 Spike Homotrimer Favors an Increased Virulence for New
Variants

Frontiers in Medical Technology 2021, 3, 694347.

doi: 10.3389/fmedt.2021.694347
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Simone Mulliri, Aatto Laaksonen, Pietro Spanu, Riccardo Farris, Matteo Farci, Francesco
Mingoia, Giovanni N. Roviello and Francesca Mocci

Spectroscopic and In Silico Studies on the Interaction of Substituted Pyrazolo[1,2-a]
benzo[1,2,3,4]tetrazine-3-one Derivatives with c-Myc G4-DNA

International Journal of Molecular Sciences, 2021, 22, 6028.
https://doi.org/10.3390/ijms22116028

Tudor Vasiliu, Bogdan Florin Craciun, Andrei Neamtu, Lilia Clima, Dragos Lucian Isac, Stelian
S. Maier, Mariana Pinteala, Francesca Mocci and Aatto Laaksonen

In silico study of PEI-PEG-squalene-dsDNA polyplex formation: the delicate role of the PEG
length in the binding of PEI to DNA

Biomaterials Science, 2021, 9, 6623 — 6640.

DOI: 10.1039/d1bm00973¢g

Yong-Lei Wang, Bin Li and Aatto Laaksonen

Coarse-grained simulations of ionic liquid materials: from monomeric ionic liquids to ionic liquid
crystals and polymeric ionic liquids

Phys. Chem. Chem. Phys., 2021, 23, 19435

DOI: 10.1039/d1cp02662c¢

Zhibo Zhang, Tudor Vasiliu, Fangfang Li, Aatto Laaksonen, Francesca Mocci, Xiaoyan Ji
Electrochemically driven efficient enzymatic conversion of CO2 to formic acid with artificial
cofactors

Journal of CO2 Utilization 52 (2021) 101679.

https://doi.org/10.1016/j.jcou.2021.101679

Carolina Correa Giron, Aatto Laaksonen and Fernando Luis Barroso da Silva
The Up state of the SARS-COV-2 Spike homotrimer favors an increased virulence for new variants
BioRxiv, doi: https://doi.org/10.1101/2021.04.05.438465

Dong, Yihui; Laaksonen, Aatto, Huo, Feng ; Gao, Qingwei, Ji, Xiaoyan

Hydrated ionic liquids boost the trace detection capacity of proteins on TiO2 support
Langmuir, 2021, 37, 5012—5021

https://doi.org/10.1021/acs.langmuir.1c00525

Siarhei Hrom, Vladimir V. Sizov, Oleg V. Levin, Aatto Laaksonen

Assembly of [Ni(Schiff)] films on inert surface: a multiscale computational study
Journal of Physical Chemistry C, 2021, 125(5), 2926-2937.
DOI:10.1021/acs.jpcc.0c09085

Leon de Villiers Engelbrecht, Riccardo Farris, Tudor Vasiliu, Monica Demurtas,Aatto
Laaksonen, Alessandra Piras, Flaminia Cesare Marincola, Silvia Porcedda and Francesca
Mocci

Theoretical and experimental study of the excess thermodynamic properties of highly non-ideal
liquid mixtures of butanol isomers + DBE.

Journal of Physical Chemistry C (2021) 125(2), 587-600.

DOI 10.1021/acs.jpcb.0c10076.
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Fangfang Li, Francesca Mocci, Xiangping Zhang, Xiaoyan Ji and Aatto Laaksonen
Ionic liquids for CO2 electrochemical reduction

Chinese Journal of Chemical Engineering (2021), 31 75-93,
https://doi.org/10.1016/j.cjche.2020.10.029

Yihui Dong, Feng Huo and Aatto Laaksonen

Detecting Confined Fluid Behavior by SFA: Past, Present, and Future
Green Energy & Environment (2021), 6(2), 167-168.
https://doi.org/10.1016/j.gee.2020.08.002

Qingwei Gao; Yumeng Zhang, Aatto Laaksonen; Xiaoyan Ji; Shuangliang Zhao, Yaojia Chen,
Xiaohua Lu

Effect of dimethyl carbonate on the behavior of water confined in carbon nanotube

Chinese Journal of Chemical Engineering (2021), 31, 177-185.
http://dx.doi.org/10.1016/].cjche.2020.10.041

2020

Sten Sarman, Yonglei Wang and Aatto Laaksonen

Variational Principle for Nonequilibrium Steady States Tested by Molecular Dynamics
Simulation of Model Liquid Crystal Systems

in Non-Equilibrium Particle Dynamics (Ed. Albert S. Kim), IntechOpen

DOI: 10.5772/intechopen.80977.

Yihui Dong, Na Wu, Xiaoyan Ji, Aatto Laaksonen, Xiaohua Lu, and Suojiang Zhang

Excellent Trace Detection of Proteins on TiO2 Nanotube Substrates through Novel Topography
Optimization

Journal of Physical Chemistry C, (2020) 124 (50) 27790-27800.
https://doi.org/10.1021/acs.jpcc.0c08793

Guancong Jiang, Liangcheng Cai, Shibo Wang, Aatto Laaksonen, Xin Feng, Liwen Mu, Xiaohua
Lu and Jiahua Zhu

Critical Role of Carbonized Cellulose in the Evolution of Highly Porous Biocarbon:

Seeing the Structural and Compositional Changes of Spent Mushroom Substrate by
Deconvoluted Thermogravimetric Analysis

ACS Industrial & Engineering Chemistry Research (2020), 59(52), 22541-22548.
https://dx.doi.org/10.1021/acs.iecr.0c05174

Yunhao Sun, Aatto Laaksonen, Aatto, Xiaohua Lu and Xiaoyan Ji

How to detect possible pitfalls in ePC-SAFT modelling. 2.

Extension to binary mixtures of 96 ionic liquids with CO2, H2S, CO, 02, CH4, N2, and H2
ACS Industrial & Engineering Chemistry Research (2020), 59, 49, 21579-21591
https://doi.org/10.1021/acs.iecr.0c04485

Qingwei Gao, Yumeng Zhang, Shuting Xu, Aatto Laaksonen, Yudan Zhu, Xiaoyan Ji and
Xiaohua Lu
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Physicochemicalproperties and structure of fluid at nano-/micro-interface: Progress in simulation
and experimental study,

Green Energy & Environment (2020) 5(3), 274-285.

https://doi.org/10.1016/j.gee.2020.07.013

Yurij A. Dmitriev, Aatto Laaksonen and Nikolas P. Benetis

H/D isotope effect observed in the isotropic Fermi contact interaction of formyl radical:
Experimental and theoretical analysis of the inter- and intra-molecular dynamics

AIP Advances, (2020), 10, 125309. https://doi.org/10.1063/5.0027835

Yihui Dong, Xiaoyan Ji, Aatto Laaksonen, Wei Cao, Hongyan He, and Xiaohua Lu
Excellent Protein Immobilization and Stability on Heterogeneous C—TiO2 Hybrid
Nanostructures: A Single Protein AFM Study

Langmuir (2020), 36, 9323—9332 https://dx.doi.org/10.1021/acs.langmuir.0c01942

Adina Coroaba, Dragos-Lucian Isac, Cristina Al-Matarneh, Tudor Vasiliu, Sorin-Alexandru
Ibanescu, Radu Zonda, Rodinel Ardeleanu, Andrei Neamtu, Daniel Timpu, Alina Nicolescu,
Francesca Mocci, Stelian S. Maier, Aatto Laaksonen, Marc Jean Medard Abadie

and Mariana Pinteala

Probing the supramolecular features via p—p interaction of a di-iminopyrene-di-benzo-18- crown-
6-ether compound: experimental and theoretical study

RSC Advances ( 2020), 10, 38304-38315.

https://doi.org/10.1039/DORA06929A

Qingwei Gao, Nanhua Wua, Yao Qin, Aatto Laaksonen, Yudan Zhu, Xiaoyan, Xiaohua Lu
Molecular insight into wetting behavior of deep eutectic solvent droplets on ionic substrates: A

molecular dynamics study
Journal of Molecular Liquids (2020) 319 114298 https://doi.org/10.1016/j.molliq.2020.114298

Carolina Correa Girona, Aatto Laaksonen and Fernando L. Barroso da Silva

On the interactions of the receptor-binding domain of SARS-CoV-1 and SARS-CoV-2 spike
proteins with monoclonal antibodies and the receptor ACE2

Virus Research (2020) 285 198021 https://doi.org/10.1016/].virusres.2020.198021

Yang, Sheng-Chun; Li, Bin; Zhu, You-Liang; Laaksonen, Aatto; Wang, Yong-Lei
The ENUF method - Ewald summation based on non-uniform fast Fourier transform:
implementation, parallelization, and application

Journal of Computational Chemistry (2020) 41, 2316-2335
https://doi.org/10.1002/jcc.26395

Sun, Yunhao, Zuo, Zhida, Laaksonen, Aatto, Lu, Xiaohua; Ji, Xiaoyan
How to detect possible pitfalls in ePC-SAFT modelling: Extension to ionic liquids
Fluid Phase Equilibria (2020), 519, 112641 https://doi.org/10.1016/j.fluid.2020.112641

Honglin Wang, Yanrong Liu, Aatto Laaksonen, Anna Krook-Riekkola, Zhuhong Yang,
Xiaohua Lu, Xiaoyan Ji
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Carbon recycling — an immense resource and key to a smart climate engineering:
A survey of technologies, cost and impurity impact

Renewable and Sustainable Energy Reviews, (2020) 131, 110010
https://doi.org/10.1016/j.rser.2020.110010

Yong-Lei Wang, Bin Li, Sten Sarman, Francesca Mocci, Zhong-Yuan Lu, Jiayin Yuan, Aatto
Laaksonen, and Michael D. Fayer

Microstructural and Dynamical Heterogeneities in Ionic Liquids

Chemical Reviews (2020), 120, 5798—5877 https://dx.doi.org/10.1021/acs.chemrev.9b00693

Han-Wen Pei, Bin Li, Aatto Laaksonen and Yong-Lei Wang

How Molecular Chiralities of Bis(mandelato)borate Anions Affect Their Binding Structures With
Alkali Metal Ions and Microstructural Properties in Tetraalkylphosphonium lonic Liquids
Frontiers in Chemistry, 8, 65 (2020) doi: 10.3389/fchem.2020.00065

Yonglei Wang, Bin Li, Jiayin Yuan and Aatto Laaksonen

The Effect of Phenyl Substitutions on Microstructures and Dynamics of Tetraalkylphosphonium
Bis(trifluoromethylsulfonyl)imide Ionic Liquids

ChemPhysChem, (2020) 21(11), 1202-1214.

https://doi.org/10.3389/fchem.2020.00065

2019

D Isac, A Airinei, D Maftei, I Humelnicu, FF Mocci, A Laaksonen, M Pinteala
On the Charge-Transfer Excitations in Azobenzene Maleimide Compounds. A Theoretical Study.
Journal of Physical Chemistry A 123(26), 5525-5536, (2019)

YongLei Wang, Sten Sarman, Mikhail Golets, Francesca Mocci, Zhong-Yuan Lu

and Aatto Laaksonen

Multi-Granular Modelling of Ionic Liquids,

In lonic Liquids (Eds. Fehrmann & Santini) ISBN 978-3-11-058363-2 de Gruyter gmbh (2019)

Han-Wen Pei & Aatto Laaksonen
Feature vector clustering molecular pairs in computer simulations
Journal of Computational Chemistry 40(29), 2539-2549, 2019.

Yihui Dong, Aatto Laaksonen, Wei Cao, Xiaoyan Ji and Xiaohua Lu
AFM study of pH dependent adhesion of single protein to TiO2 surface
Advanced Materials Interfaces, 6(14) 1900411 (2019).

Sergiy Perepelytsya, Jozef Ulicny, Aatto Laaksonen and Francesca Mocci
Pattern preferences of DNA nucleotide motifs by polyamines putrescine®”,
spermidine®*, and spermine**

Nucleic Acid Research, 47(12), 6084-6097, 2019

Shuai Liang, Kyle Wm Hall, Aatto Laaksonen, Zhengcai Zhang and Peter G. Kusalik
Characterizing key features in the formation of ice and gas hydrate systems.
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Philosophical Trans. A. 377(2146) 20180167 (2019)

Chunyan Ma, Aatto Laaksonen, Chang Liu, Xiaohua Lu, and Xiaoyan Ji,
The Peculiar Effect of Water on Ionic Liquids and Deep Eutectic Solvents,
Chemical Society Reviews, 21, 8685-8720 (2018)

Yihui Dong, Xiaoyan Ji, Aatto Laaksonen, Wei Cao, Rong An, Linghong Lu, Xiaohua Lu
Determination of the extremely small amount of protein interacting with TiO2 nanotubes by
AFM-measurement,

Biomaterials, 192, 368-376 (2019)

Sten Sarman, Yong-Lei Wang and Aatto Laaksonen,
Shear flow of smectic liquid crystals based on the Gay-Berne fluid and the soft sphere string-fluid
Physical Chemistry Chemical Physics 21, 292-305 (2019)

Mathieu Fossépré, Laurence Leherte, Aatto Laaksonen, and Daniel P. Vercauteren
Understanding structure and dynamics of small peptides and proteins

through the lens of network science.

in Biomolecular Simulations in Drug Design, (Eds.Gervasio &Spiwok) Wiley 2019
doi.org/10.1002/9783527806836.ch6

2018

Leon Engelbrecht, Francesca Mocci, Aatto Laaksonen and Klaus R Koch

A Pt NMR and MD Simulation Study of the Solvation of [PtCls]*” in Water-Methanol and
Water-Dimethoxyethane Binary Mixtures,

Inorganic Chemistry, 57(19), 12025-12037 (2018)

A. V. Egorov, E. N. Brodskaya, and A. Laaksonen
The Effect of Single-Atomic Ions on the Melting of Microscopic Ice Particles According to

Molecular Dynamics Data
Colloid Journal (2018), 80(5), 484-491.

Sten Sarman, Yonglei Wang and Aatto Laaksonen

Variational principle for nonequilibrium steady states tested by molecular dynamics simulation of
liquid crystal model systems

in Non-equilibrium Dynamics, Intech (2018) DOI: 10.5772/intechopen.80977

Shen, Gulou; Laaksonen, Aatto; Lu, Xiaohua, Ji, Xiaoyan

Developing Electrolyte Perturbed-Chain Statistical Associating Fluid Theory
Density Functional Theory for CO2 Separation by Confined Ionic Liquids,
Journal of Physical Chemistry C 122(27), 15464-15473, (2018)

YL Wang, YL Zhu, ZY Lu, and A. Laaksonen
Electrostatic Interactions in Soft Particle Systems: Mesoscale Simulations of lonic Liquids
Soft Matter, (2018), 14(21), 4252-4267.


https://doi.org/10.1002/9783527806836.ch6
https://scifinder-cas-org.ezp.sub.su.se/scifinder/references/answers/EC38249BX86F350B0X147B4C051DAC19FD63:EC38C7CDX86F350B0X498F0E2A3E3937EDEE/1.html?nav=eNpb85aBtYSBMbGEQcXV2djC2dzZJcLCzM3Y1MDJIMLE0sLNwNXI0djV2NLY3NXF1RWoNKm4iEEwK7EsUS8nMS9dzzOvJDU9tUjo0YIl3xvbLZgYGD0ZWMsSc0pTK4oYBBDq_Epzk1KL2tZMleWe8qCbiYGhooCBgYEZaGBGCYO0Y2iIh39QvKdfmKtfCJDh5x_vHuQfGuDp517CwJmZW5BfVAI0obiQoY6BGaiPASianVsQlFqIIgoAdE47oQ&key=caplus_2018:1108525&title=RGV2ZWxvcGluZyBFbGVjdHJvbHl0ZSBQZXJ0dXJiZWQtQ2hhaW4gU3RhdGlzdGljYWwgQXNzb2NpYXRpbmcgRmx1aWQgVGhlb3J5IERlbnNpdHkgRnVuY3Rpb25hbCBUaGVvcnkgZm9yIENPMiBTZXBhcmF0aW9uIGJ5IENvbmZpbmVkIElvbmljIExpcXVpZHM&launchSrc=reflist&pageNum=1&sortKey=ACCESSION_NUMBER&sortOrder=DESCENDING
https://scifinder-cas-org.ezp.sub.su.se/scifinder/references/answers/EC38249BX86F350B0X147B4C051DAC19FD63:EC38C7CDX86F350B0X498F0E2A3E3937EDEE/1.html?nav=eNpb85aBtYSBMbGEQcXV2djC2dzZJcLCzM3Y1MDJIMLE0sLNwNXI0djV2NLY3NXF1RWoNKm4iEEwK7EsUS8nMS9dzzOvJDU9tUjo0YIl3xvbLZgYGD0ZWMsSc0pTK4oYBBDq_Epzk1KL2tZMleWe8qCbiYGhooCBgYEZaGBGCYO0Y2iIh39QvKdfmKtfCJDh5x_vHuQfGuDp517CwJmZW5BfVAI0obiQoY6BGaiPASianVsQlFqIIgoAdE47oQ&key=caplus_2018:1108525&title=RGV2ZWxvcGluZyBFbGVjdHJvbHl0ZSBQZXJ0dXJiZWQtQ2hhaW4gU3RhdGlzdGljYWwgQXNzb2NpYXRpbmcgRmx1aWQgVGhlb3J5IERlbnNpdHkgRnVuY3Rpb25hbCBUaGVvcnkgZm9yIENPMiBTZXBhcmF0aW9uIGJ5IENvbmZpbmVkIElvbmljIExpcXVpZHM&launchSrc=reflist&pageNum=1&sortKey=ACCESSION_NUMBER&sortOrder=DESCENDING

Publication list - Aatto Laaksonen - September 2022

Sten Sarman, Yong-Lei Wang, Patrick Rohlmann, Sergei Glavatskih, and Aatto Laaksonen
Rheology of phosphonium ionic liquids: An MD and experimental study.
Physical Chemistry Chemical Physics, (2018), 20, 10193.

2017

Yonglei Wang, Aatto Laaksonen and Michael D. Fayer
Hydrogen Bonding vs n-n Stacking Interactions in Imidazolium-Oxalatoborate Ionic Liquid
Journal of Physical Chemistry B (2017), 121(29), 7173-7179

Sten Sarman and Aatto Laaksonen,

Director Orientation Relative to External Dissipative Fields in Nematic & Cholesteric Liquid
Crystals

Computational Methods in Science and Technology, 23, 239 (2017)

M. Rebic, F. Mocci, J. Ulicny, A. Lyubartsev, A. Laaksonen,
Coarse-Grained Simulation of Rodlike Higher-Order Quadruplex Structures at Different Salt

Concentrations.
ACS Omega (2017), 2(2), 386-396.

Wang, Yong-Lei; Golets, Mikhail, Li, Bin; Sarman, Sten; Laaksonen, Aatto

Interfacial Structures of Trihexyltetradecylphosphonium-bis(mandelato)borate Ionic Liquid
Confined between Gold Electrodes

ACS Applied Materials & Interfaces (2017), 9(5), 4976-4987.

Driver, G. W.; Huang, Y.; Laaksonen, A.; Sparrman, T.; Wang, Y.-L.; Westlund, P.-O.
Correlated/non-correlated ion dynamics of charge-neutral ion couples:

the origin of ionicity in ionic liquids

Physical Chemistry Chemical Physics (2017), 19(7), 4975-4988.

2016

Atzori, Alessio,; Liggi, Sonia,; Laaksonen, Aatto, Porcu, Massimiliano; Lyubartsev, Alexander P.;
Saba, Giuseppe; Mocci, Francesca

Base sequence specificity of counterion binding to DNA: what can MD simulations tell us?
Canadian Journal of Chemistry (2016), 94(12), 1181-1188.

Wang, Yong-Lei; Sarman, Sten; Kloo, Lars; Antzutkin, Oleg N.; Glavatskih, Sergei;
Laaksonen, Aatto

Solvation structures of water in trihexyltetradecylphosphonium-orthoborate ionic liquids
Journal of Chemical Physics (2016), 145(6), 064507/1-064507/11.

Golets, M.; Shimpi, M. R.; Wang, Y.-L.; Antzutkin, O. N.; Glavatskih, S.; Laaksonen, A.
Understanding the thermal decomposition mechanism of a halogen-free chelated orthoborate-
based ionic liquid: a combined computational and experimental study

Physical Chemistry Chemical Physics (2016), 18(32), 22458-22466.


https://scifinder-cas-org.ezp.sub.su.se/scifinder/references/answers/93C0F981X86F35092X249A8A052997F234C3:93C17578X86F35092X3C9665AE528C12B5A8/1.html?nav=eNpb85aBtYSBMbGEQcXS2NnQ3NTcIsLCzM3Y1MDSKMLY2dLMzNTR1dTIwtnQyMnU0QKoNKm4iEEwK7EsUS8nMS9dzzOvJDU9tUjo0YIl3xvbLZgYGD0ZWMsSc0pTK4oYBBDq_Epzk1KL2tZMleWe8qCbiYGhooCBgYEZaGBGCYO0Y2iIh39QvKdfmKtfCJDh5x_vHuQfGuDp517CwJmZW5BfVAI0obiQoY6BGaiPASianVsQlFqIIgoAKtk7OA&key=caplus_2017:201706&title=Q29hcnNlLUdyYWluZWQgU2ltdWxhdGlvbiBvZiBSb2RsaWtlIEhpZ2hlci1PcmRlciBRdWFkcnVwbGV4IFN0cnVjdHVyZXMgYXQgRGlmZmVyZW50IFNhbHQgQ29uY2VudHJhdGlvbnM&launchSrc=reflist&pageNum=1&sortKey=ACCESSION_NUMBER&sortOrder=DESCENDING
https://scifinder-cas-org.ezp.sub.su.se/scifinder/references/answers/93C0F981X86F35092X249A8A052997F234C3:93C17578X86F35092X3C9665AE528C12B5A8/1.html?nav=eNpb85aBtYSBMbGEQcXS2NnQ3NTcIsLCzM3Y1MDSKMLY2dLMzNTR1dTIwtnQyMnU0QKoNKm4iEEwK7EsUS8nMS9dzzOvJDU9tUjo0YIl3xvbLZgYGD0ZWMsSc0pTK4oYBBDq_Epzk1KL2tZMleWe8qCbiYGhooCBgYEZaGBGCYO0Y2iIh39QvKdfmKtfCJDh5x_vHuQfGuDp517CwJmZW5BfVAI0obiQoY6BGaiPASianVsQlFqIIgoAKtk7OA&key=caplus_2017:201706&title=Q29hcnNlLUdyYWluZWQgU2ltdWxhdGlvbiBvZiBSb2RsaWtlIEhpZ2hlci1PcmRlciBRdWFkcnVwbGV4IFN0cnVjdHVyZXMgYXQgRGlmZmVyZW50IFNhbHQgQ29uY2VudHJhdGlvbnM&launchSrc=reflist&pageNum=1&sortKey=ACCESSION_NUMBER&sortOrder=DESCENDING
https://scifinder-cas-org.ezp.sub.su.se/scifinder/references/answers/93C0F981X86F35092X249A8A052997F234C3:93C17578X86F35092X3C9665AE528C12B5A8/2.html?nav=eNpb85aBtYSBMbGEQcXS2NnQ3NTcIsLCzM3Y1MDSKMLY2dLMzNTR1dTIwtnQyMnU0QKoNKm4iEEwK7EsUS8nMS9dzzOvJDU9tUjo0YIl3xvbLZgYGD0ZWMsSc0pTK4oYBBDq_Epzk1KL2tZMleWe8qCbiYGhooCBgYEZaGBGCYO0Y2iIh39QvKdfmKtfCJDh5x_vHuQfGuDp517CwJmZW5BfVAI0obiQoY6BGaiPASianVsQlFqIIgoAKtk7OA&key=caplus_2017:123163&title=SW50ZXJmYWNpYWwgU3RydWN0dXJlcyBvZiBUcmloZXh5bHRldHJhZGVjeWxwaG9zcGhvbml1bS1iaXMobWFuZGVsYXRvKWJvcmF0ZSBJb25pYyBMaXF1aWQgQ29uZmluZWQgYmV0d2VlbiBHb2xkIEVsZWN0cm9kZXM&launchSrc=reflist&pageNum=1&sortKey=ACCESSION_NUMBER&sortOrder=DESCENDING
https://scifinder-cas-org.ezp.sub.su.se/scifinder/references/answers/93C0F981X86F35092X249A8A052997F234C3:93C17578X86F35092X3C9665AE528C12B5A8/2.html?nav=eNpb85aBtYSBMbGEQcXS2NnQ3NTcIsLCzM3Y1MDSKMLY2dLMzNTR1dTIwtnQyMnU0QKoNKm4iEEwK7EsUS8nMS9dzzOvJDU9tUjo0YIl3xvbLZgYGD0ZWMsSc0pTK4oYBBDq_Epzk1KL2tZMleWe8qCbiYGhooCBgYEZaGBGCYO0Y2iIh39QvKdfmKtfCJDh5x_vHuQfGuDp517CwJmZW5BfVAI0obiQoY6BGaiPASianVsQlFqIIgoAKtk7OA&key=caplus_2017:123163&title=SW50ZXJmYWNpYWwgU3RydWN0dXJlcyBvZiBUcmloZXh5bHRldHJhZGVjeWxwaG9zcGhvbml1bS1iaXMobWFuZGVsYXRvKWJvcmF0ZSBJb25pYyBMaXF1aWQgQ29uZmluZWQgYmV0d2VlbiBHb2xkIEVsZWN0cm9kZXM&launchSrc=reflist&pageNum=1&sortKey=ACCESSION_NUMBER&sortOrder=DESCENDING
https://scifinder-cas-org.ezp.sub.su.se/scifinder/references/answers/93C0F981X86F35092X249A8A052997F234C3:93C17578X86F35092X3C9665AE528C12B5A8/3.html?nav=eNpb85aBtYSBMbGEQcXS2NnQ3NTcIsLCzM3Y1MDSKMLY2dLMzNTR1dTIwtnQyMnU0QKoNKm4iEEwK7EsUS8nMS9dzzOvJDU9tUjo0YIl3xvbLZgYGD0ZWMsSc0pTK4oYBBDq_Epzk1KL2tZMleWe8qCbiYGhooCBgYEZaGBGCYO0Y2iIh39QvKdfmKtfCJDh5x_vHuQfGuDp517CwJmZW5BfVAI0obiQoY6BGaiPASianVsQlFqIIgoAKtk7OA&key=caplus_2016:2055112&title=Q29ycmVsYXRlZC9ub24tY29ycmVsYXRlZCBpb24gZHluYW1pY3Mgb2YgY2hhcmdlLW5ldXRyYWwgaW9uIGNvdXBsZXM6IHRoZSBvcmlnaW4gb2YgaW9uaWNpdHkgaW4gaW9uaWMgbGlxdWlkcw&launchSrc=reflist&pageNum=1&sortKey=ACCESSION_NUMBER&sortOrder=DESCENDING
https://scifinder-cas-org.ezp.sub.su.se/scifinder/references/answers/93C0F981X86F35092X249A8A052997F234C3:93C17578X86F35092X3C9665AE528C12B5A8/3.html?nav=eNpb85aBtYSBMbGEQcXS2NnQ3NTcIsLCzM3Y1MDSKMLY2dLMzNTR1dTIwtnQyMnU0QKoNKm4iEEwK7EsUS8nMS9dzzOvJDU9tUjo0YIl3xvbLZgYGD0ZWMsSc0pTK4oYBBDq_Epzk1KL2tZMleWe8qCbiYGhooCBgYEZaGBGCYO0Y2iIh39QvKdfmKtfCJDh5x_vHuQfGuDp517CwJmZW5BfVAI0obiQoY6BGaiPASianVsQlFqIIgoAKtk7OA&key=caplus_2016:2055112&title=Q29ycmVsYXRlZC9ub24tY29ycmVsYXRlZCBpb24gZHluYW1pY3Mgb2YgY2hhcmdlLW5ldXRyYWwgaW9uIGNvdXBsZXM6IHRoZSBvcmlnaW4gb2YgaW9uaWNpdHkgaW4gaW9uaWMgbGlxdWlkcw&launchSrc=reflist&pageNum=1&sortKey=ACCESSION_NUMBER&sortOrder=DESCENDING
https://scifinder-cas-org.ezp.sub.su.se/scifinder/references/answers/93C0F981X86F35092X249A8A052997F234C3:93C17578X86F35092X3C9665AE528C12B5A8/8.html?nav=eNpb85aBtYSBMbGEQcXS2NnQ3NTcIsLCzM3Y1MDSKMLY2dLMzNTR1dTIwtnQyMnU0QKoNKm4iEEwK7EsUS8nMS9dzzOvJDU9tUjo0YIl3xvbLZgYGD0ZWMsSc0pTK4oYBBDq_Epzk1KL2tZMleWe8qCbiYGhooCBgYEZaGBGCYO0Y2iIh39QvKdfmKtfCJDh5x_vHuQfGuDp517CwJmZW5BfVAI0obiQoY6BGaiPASianVsQlFqIIgoAKtk7OA&key=caplus_2016:1326414&title=U29sdmF0aW9uIHN0cnVjdHVyZXMgb2Ygd2F0ZXIgaW4gdHJpaGV4eWx0ZXRyYWRlY3lscGhvc3Bob25pdW0tb3J0aG9ib3JhdGUgaW9uaWMgbGlxdWlkcw&launchSrc=reflist&pageNum=1&sortKey=ACCESSION_NUMBER&sortOrder=DESCENDING
https://scifinder-cas-org.ezp.sub.su.se/scifinder/references/answers/93C0F981X86F35092X249A8A052997F234C3:93C17578X86F35092X3C9665AE528C12B5A8/9.html?nav=eNpb85aBtYSBMbGEQcXS2NnQ3NTcIsLCzM3Y1MDSKMLY2dLMzNTR1dTIwtnQyMnU0QKoNKm4iEEwK7EsUS8nMS9dzzOvJDU9tUjo0YIl3xvbLZgYGD0ZWMsSc0pTK4oYBBDq_Epzk1KL2tZMleWe8qCbiYGhooCBgYEZaGBGCYO0Y2iIh39QvKdfmKtfCJDh5x_vHuQfGuDp517CwJmZW5BfVAI0obiQoY6BGaiPASianVsQlFqIIgoAKtk7OA&key=caplus_2016:1185254&title=VW5kZXJzdGFuZGluZyB0aGUgdGhlcm1hbCBkZWNvbXBvc2l0aW9uIG1lY2hhbmlzbSBvZiBhIGhhbG9nZW4tZnJlZSBjaGVsYXRlZCBvcnRob2JvcmF0ZS1iYXNlZCBpb25pYyBsaXF1aWQ6IGEgY29tYmluZWQgY29tcHV0YXRpb25hbCBhbmQgZXhwZXJpbWVudGFsIHN0dWR5&launchSrc=reflist&pageNum=1&sortKey=ACCESSION_NUMBER&sortOrder=DESCENDING
https://scifinder-cas-org.ezp.sub.su.se/scifinder/references/answers/93C0F981X86F35092X249A8A052997F234C3:93C17578X86F35092X3C9665AE528C12B5A8/9.html?nav=eNpb85aBtYSBMbGEQcXS2NnQ3NTcIsLCzM3Y1MDSKMLY2dLMzNTR1dTIwtnQyMnU0QKoNKm4iEEwK7EsUS8nMS9dzzOvJDU9tUjo0YIl3xvbLZgYGD0ZWMsSc0pTK4oYBBDq_Epzk1KL2tZMleWe8qCbiYGhooCBgYEZaGBGCYO0Y2iIh39QvKdfmKtfCJDh5x_vHuQfGuDp517CwJmZW5BfVAI0obiQoY6BGaiPASianVsQlFqIIgoAKtk7OA&key=caplus_2016:1185254&title=VW5kZXJzdGFuZGluZyB0aGUgdGhlcm1hbCBkZWNvbXBvc2l0aW9uIG1lY2hhbmlzbSBvZiBhIGhhbG9nZW4tZnJlZSBjaGVsYXRlZCBvcnRob2JvcmF0ZS1iYXNlZCBpb25pYyBsaXF1aWQ6IGEgY29tYmluZWQgY29tcHV0YXRpb25hbCBhbmQgZXhwZXJpbWVudGFsIHN0dWR5&launchSrc=reflist&pageNum=1&sortKey=ACCESSION_NUMBER&sortOrder=DESCENDING

Publication list - Aatto Laaksonen - September 2022

Matiis Rebic, Aatto Laaksonen, Jiti Sponer, Jozef Ulicny and Francesca Mocci

Molecular Dynamics Simulation Study of Parallel Telomeric DNA Quadruplex at Different lonic
Strengths. Evaluation of Water and Ion Models

Journal of Physical Chemistry B (2016), 120(30), 7380-7391.

Vereshchagin, Anatoliy A.; Sizov, Viadimir V.; Verjuzhskij, Mikhail S.; Hrom, Siarhei I.; Volkov,
Alexey I.; Danilova, Julia S.; Novozhilova, Maria V.; Laaksonen, Aatto, Levin, Oleg V
Interaction of amines with electrodes modified by polymeric complexes of Ni

with salen-type ligands

Electrochimica Acta (2016), 211, 726-734.

Sten Sarman and Aatto Laaksonen

Thermomechanical coupling in coarse grained cholesteric liquid crystal model systems with
pitches of realistic length

Physical Chemistry Chemical Physics (2016), 18(25), 16822-16829.

Yong-Lei Wang, Manishkumar R. Shimpi, Sten Sarman, Oleg N. Antzutkin, Sergei Glavatskih,
Lars Kloo and Aatto Laaksonen.

Atomistic Insight into Tetraalkylphosphonium-Bis(oxalato)borate Ionic Liquid/Water Mixtures
II. Volumetric and Transport Properties.

Journal of Physical Chemistry B, (2016), 120(30), 7446-7455

Fossépré, Mathieu; Leherte, Laurence; Laaksonen, Aatto, Vercauteren, Daniel
Multiscale design of coarse-grained elastic network-based models for

the p opioid receptor flexibility

Journal of Molecular Modeling - (2016), 22(9), 1-20

Ilich A. Ibarra, Amber Mace, Sihai Yang, Junliang Sun, Sukyung Lee, Jong-San Chang,
Aatto Laaksonen, Martin Schrider, and Xiaodong Zou,

Adsorption Properties of MFM-400 and MFM-401 with CO2 and Hydrocarbons:
Selectivity Derived from Directed Supramolecular Interactions.

Inorganic Chemistry, (2016), 55(15), 7219-7228.

Special Issue: Metal-Organic Frameworks for Energy Applications

Guido Todde, Sven Hovmdller, Aatto Laaksonen
The Influence of Mutations at the Proximal Histidine Position on the Fe-O2 Bond

in Hemoglobin from Density Functional Theory
Journal of Chemical Physics 144(9), 095101/1-095101/8 (2016)

Yong-Lei Wang, Sten Sarman, and Aatto Laaksonen

Self-diffusion in the non-Newtonian regime of shearing liquid crystal model systems
based on the Gay-Berne potential.

Journal of Chemical Physics 144(5), 054901/1-054901/10 (2016).

2015

Alexander Lyubartsev, Aymeric Naome, and Aatto Laaksonen.
Systematic Hierarchical Coarse-Graining with the Inverse Monte Carlo Method
Journal of Chemical Physics, 143(24), 243120/1-243120/8 (2015).


https://scifinder-cas-org.ezp.sub.su.se/scifinder/references/answers/D126A5B0X86F35098X4719DE9C1DCD4DEE51:D1273F51X86F35098X4878008C3760F78B56/1.html?nav=eNpb85aBtYSBMbGEQcXF0Mjc2M3UMMLCzM3Y1MDSIsLEwtzCwMDC2djczMDN3MLJ1AyoNKm4iEEwK7EsUS8nMS9dzzOvJDU9tUjo0YIl3xvbLZgYGD0ZWMsSc0pTK4oYBBDq_Epzk1KL2tZMleWe8qCbiYGhooCBgYEZaGBGCYO0Y2iIh39QvKdfmKtfCJDh5x_vHuQfGuDp517CwJmZW5BfVAI0obiQoY6BGaiPASianVsQlFqIIgoAGRw7HQ&key=caplus_2016:1112000&title=TW9sZWN1bGFyIER5bmFtaWNzIFNpbXVsYXRpb24gU3R1ZHkgb2YgUGFyYWxsZWwgVGVsb21lcmljIEROQSBRdWFkcnVwbGV4IGF0IERpZmZlcmVudCBJb25pYyBTdHJlbmd0aHMuIEV2YWx1YXRpb24gb2YgV2F0ZXIgYW5kIElvbiBNb2RlbHM&launchSrc=reflist&pageNum=1&sortKey=ACCESSION_NUMBER&sortOrder=DESCENDING
https://scifinder-cas-org.ezp.sub.su.se/scifinder/references/answers/D126A5B0X86F35098X4719DE9C1DCD4DEE51:D1273F51X86F35098X4878008C3760F78B56/1.html?nav=eNpb85aBtYSBMbGEQcXF0Mjc2M3UMMLCzM3Y1MDSIsLEwtzCwMDC2djczMDN3MLJ1AyoNKm4iEEwK7EsUS8nMS9dzzOvJDU9tUjo0YIl3xvbLZgYGD0ZWMsSc0pTK4oYBBDq_Epzk1KL2tZMleWe8qCbiYGhooCBgYEZaGBGCYO0Y2iIh39QvKdfmKtfCJDh5x_vHuQfGuDp517CwJmZW5BfVAI0obiQoY6BGaiPASianVsQlFqIIgoAGRw7HQ&key=caplus_2016:1112000&title=TW9sZWN1bGFyIER5bmFtaWNzIFNpbXVsYXRpb24gU3R1ZHkgb2YgUGFyYWxsZWwgVGVsb21lcmljIEROQSBRdWFkcnVwbGV4IGF0IERpZmZlcmVudCBJb25pYyBTdHJlbmd0aHMuIEV2YWx1YXRpb24gb2YgV2F0ZXIgYW5kIElvbiBNb2RlbHM&launchSrc=reflist&pageNum=1&sortKey=ACCESSION_NUMBER&sortOrder=DESCENDING
https://scifinder-cas-org.ezp.sub.su.se/scifinder/references/answers/D126A5B0X86F35098X4719DE9C1DCD4DEE51:D1273F51X86F35098X4878008C3760F78B56/2.html?nav=eNpb85aBtYSBMbGEQcXF0Mjc2M3UMMLCzM3Y1MDSIsLEwtzCwMDC2djczMDN3MLJ1AyoNKm4iEEwK7EsUS8nMS9dzzOvJDU9tUjo0YIl3xvbLZgYGD0ZWMsSc0pTK4oYBBDq_Epzk1KL2tZMleWe8qCbiYGhooCBgYEZaGBGCYO0Y2iIh39QvKdfmKtfCJDh5x_vHuQfGuDp517CwJmZW5BfVAI0obiQoY6BGaiPASianVsQlFqIIgoAGRw7HQ&key=caplus_2016:1095202&title=SW50ZXJhY3Rpb24gb2YgYW1pbmVzIHdpdGggZWxlY3Ryb2RlcyBtb2RpZmllZCBieSBwb2x5bWVyaWMgY29tcGxleGVzIG9mIE5pIHdpdGggc2FsZW4tdHlwZSBsaWdhbmRz&launchSrc=reflist&pageNum=1&sortKey=ACCESSION_NUMBER&sortOrder=DESCENDING
https://scifinder-cas-org.ezp.sub.su.se/scifinder/references/answers/D126A5B0X86F35098X4719DE9C1DCD4DEE51:D1273F51X86F35098X4878008C3760F78B56/2.html?nav=eNpb85aBtYSBMbGEQcXF0Mjc2M3UMMLCzM3Y1MDSIsLEwtzCwMDC2djczMDN3MLJ1AyoNKm4iEEwK7EsUS8nMS9dzzOvJDU9tUjo0YIl3xvbLZgYGD0ZWMsSc0pTK4oYBBDq_Epzk1KL2tZMleWe8qCbiYGhooCBgYEZaGBGCYO0Y2iIh39QvKdfmKtfCJDh5x_vHuQfGuDp517CwJmZW5BfVAI0obiQoY6BGaiPASianVsQlFqIIgoAGRw7HQ&key=caplus_2016:1095202&title=SW50ZXJhY3Rpb24gb2YgYW1pbmVzIHdpdGggZWxlY3Ryb2RlcyBtb2RpZmllZCBieSBwb2x5bWVyaWMgY29tcGxleGVzIG9mIE5pIHdpdGggc2FsZW4tdHlwZSBsaWdhbmRz&launchSrc=reflist&pageNum=1&sortKey=ACCESSION_NUMBER&sortOrder=DESCENDING
https://scifinder-cas-org.ezp.sub.su.se/scifinder/references/answers/D126A5B0X86F35098X4719DE9C1DCD4DEE51:D1273F51X86F35098X4878008C3760F78B56/4.html?nav=eNpb85aBtYSBMbGEQcXF0Mjc2M3UMMLCzM3Y1MDSIsLEwtzCwMDC2djczMDN3MLJ1AyoNKm4iEEwK7EsUS8nMS9dzzOvJDU9tUjo0YIl3xvbLZgYGD0ZWMsSc0pTK4oYBBDq_Epzk1KL2tZMleWe8qCbiYGhooCBgYEZaGBGCYO0Y2iIh39QvKdfmKtfCJDh5x_vHuQfGuDp517CwJmZW5BfVAI0obiQoY6BGaiPASianVsQlFqIIgoAGRw7HQ&key=caplus_2016:904791&title=VGhlcm1vbWVjaGFuaWNhbCBjb3VwbGluZyBpbiBjb2Fyc2UgZ3JhaW5lZCBjaG9sZXN0ZXJpYyBsaXF1aWQgY3J5c3RhbCBtb2RlbCBzeXN0ZW1zIHdpdGggcGl0Y2hlcyBvZiByZWFsaXN0aWMgbGVuZ3Ro&launchSrc=reflist&pageNum=1&sortKey=ACCESSION_NUMBER&sortOrder=DESCENDING
https://scifinder-cas-org.ezp.sub.su.se/scifinder/references/answers/D126A5B0X86F35098X4719DE9C1DCD4DEE51:D1273F51X86F35098X4878008C3760F78B56/4.html?nav=eNpb85aBtYSBMbGEQcXF0Mjc2M3UMMLCzM3Y1MDSIsLEwtzCwMDC2djczMDN3MLJ1AyoNKm4iEEwK7EsUS8nMS9dzzOvJDU9tUjo0YIl3xvbLZgYGD0ZWMsSc0pTK4oYBBDq_Epzk1KL2tZMleWe8qCbiYGhooCBgYEZaGBGCYO0Y2iIh39QvKdfmKtfCJDh5x_vHuQfGuDp517CwJmZW5BfVAI0obiQoY6BGaiPASianVsQlFqIIgoAGRw7HQ&key=caplus_2016:904791&title=VGhlcm1vbWVjaGFuaWNhbCBjb3VwbGluZyBpbiBjb2Fyc2UgZ3JhaW5lZCBjaG9sZXN0ZXJpYyBsaXF1aWQgY3J5c3RhbCBtb2RlbCBzeXN0ZW1zIHdpdGggcGl0Y2hlcyBvZiByZWFsaXN0aWMgbGVuZ3Ro&launchSrc=reflist&pageNum=1&sortKey=ACCESSION_NUMBER&sortOrder=DESCENDING

Publication list - Aatto Laaksonen - September 2022

N.Benetis, Y.A. Dmitriev, F. Mocci, Francesca and A. Laaksonen
Rotation Dynamics do not Determine the Unexpected Isotropy of Methyl Radical EPR Spectra.
Journal of Physical Chemistry A, 119(35), 9385-9404. (2015).

Amber Mace, Mikael Leetmaa, Aatto Laaksonen

Temporal coarse graining of CO2 diffusion in Zeolite NaKA; from the quantum scale to the
macroscopic

Journal of Chemical Theory and Computation, 11(10), 4850-4860. (2015).

Wang, Yong-Lei;, Sarman, Sten; Li, Bin, Laaksonen, Aatto
Multiscale modeling of the trihexyltetradecylphosphonium chloride ionic liquid
Physical Chemistry Chemical Physics, 17(34), 22125-22135 (2015).

Naomé, Aymeric; Laaksonen, Aatto,; Vercauteren, Daniel P.

A coarse-grained simulation study of the structures, energetics, and dynamics of linear and
circular DNA with its ions

Journal of Chemical Theory and Computation, (2015), 11(6), 2889

Sarman, Sten; Wang, Yong-Lei,; Laaksonen, Aatto

Non-Newtonian rheological properties of shearing nematic liquid crystal model systems based on
the Gay-Berne potential

Physical Chemistry Chemical Physics (2015), 17(25), 16615-16623

Francesca Mocci and Aatto Laaksonen

Combining MD simulations and NMR spectroscopy for molecular insight and methodological
synergy. The integrated MD-NMR method

Specialist Periodical Reports on Nuclear Magnetic Resonance, Volume 44

(Ed. Krystyna Kamiefiska-Trela) Royal Society of Chemistry, 2015.

Yong-Lei Wang, Sergei Glavatskih, Oleg N. Antzutkin, Mark Rutland and Aatto Laaksonen
Atomistic insight into tetraalkylphosphonium-bis(oxalato)borate ionic liquid/water mixtures. 1.
Local microscopic structure.

Journal of Physical Chemistry C, 119(16), 5251-5264 (2015)

Todde Guido, Sven Hovmdller, and Aatto Laaksonen,

Influence of Anti-freeze Proteins on the ice/water interface
Journal of Physical Chemistry B (2015), 119(8), 3407-3413.

Matus Rebic Francesca Mocci, Aatto Laaksonen and Jozef Ulicny
Multiscale Simulations of Human Telomeric G-Quadruplex DNA
Journal of Physical Chemistry B (2015), 119(1), 105-113

Sten Sarman and Aatto Laaksonen

Molecular dynamics simulation of planar elongational flow in a nematic liquid crystal
based on the Gay-Berne potential

Physical Chemistry Chemical Physics (2015), 17(5), 3332-3342.
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2014

Todde Guido, Christopher Whitman, Sven Hovmoller, and Aatto Laaksonen,
Induced Ice Melting by the Snow Flea Anti-freeze Protein from MD Simulations
Journal of Physical Chemistry B (2014), 118(47), 13527-13534.

Mathieu Fossépré , Laurence Leherte, , Daniel P. Vercauteren, Aatto Laaksonen
On the modularity of the intrinsic flexibility of the x opioid receptor: a computational study
PLoS One (2014), 9(12), e115856/1-e115856/29

Wang, Yong-Lei, Lu, Zhong-Yuan, Laaksonen, Aatto
Interfacial Structure and Orientation of Confined lonic Liquids on Charged Quartz Surfaces,
Physical Chemistry Chemical Physics (2014), 16(42), 23329-23339

Wang, Yong-Lei, Lu, Zhong-Yuan, Laaksonen, Aatto
Heterogeneous dynamics of ionic liquids in confined films with varied film thickness,
Physical Chemistry Chemical Physics, 2014, 16, 20731—20740

Ocean Cheung, Zoltan Bacsik, Panagiotis Krokidas, Amber Mace, Aatto Laaksonen,
and Niklas Hedin

K" exchanged zeolite ZK-4 as a highly selective sorbent for COz

Langmuir, (2014), 30(32), 9682-9690

Naomé, Aymeric; Laaksonen, Aatto,; Vercauteren, Daniel P.
A solvent-mediated coarse-grained model of DNA derived with the systematic Newton inversion
method Journal of Chemical Theory and Computation, (2014), 10(8), 3541-354.

Sten Sarman and Aatto Laaksonen

Director alignment relative to temperature gradients in nematic liquid crystal model systems
studied by Molecular Dynamics simulations,

Physical Chemistry Chemical Physics, (2014), 16(28), 14741-14749

Yong-Lei Wang, Faiz Ullah Shah, Sergei Glavatskih, Oleg N. Antzutkin, and Aatto Laaksonen
Atomistic insight into orthoborate-based ionic liquids 1. Force field development and evaluation
Journal of Physical Chemistry C, (2014), 118(29), 8711-8723

Guido Todde, Sven Hovmoller, Aatto Laaksonen and Francesca Mocci

Glucose oxidase from Penicillium Amagasakiense: insight on its denaturation from Molecular
Dynamics Simulations.

Proteins: Structure, Function, and Bioinformatics (2014), 82(10), 2353-2363.

Viadimir V. Sizov, Markku J. Lampinen and Aatto Laaksonen
Molecular Dynamics simulation of oxygen diffusion in cubic yttria stabilized Zirconia
Solid State Ionics, (2014), 266, 29-35.

Tianyang Sun, Guang Han, Matteus Lindgren, Zhijian Shen and Aatto Laaksonen

Dependence of Protein Binding on Surface Hydrophobicity: Interactions between Lactoferrin and
Bone Morphogenetic Protein-2 with a Rutile Surface

Biomaterials Science (2014), 2(8), 1090-1099.
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Joakim P. M. Jimbeck, Emma S. E. Eriksson, Aatto Laaksonen, Alexander P. Lyubartsev,
and Leif A. Eriksson

Molecular Dynamics Studies of Liposomes as Carriers for Photosensitizing Drugs:
Development,Validation and Modeling with a Coarse-Grained Model

Journal of Chemical Theory and Computation, 10, 513 (2014)

Hui Lu, Zhi-Jia Zheng, Xian Lin, Fei Xu, Han Bi, Aatto Laaksonen

Grain growth behavior, surface morphology evolution, structures, and optical properties of ZnO
thin films prepared by RF reactive magnetron sputtering

Journal of Optoelectronics & Advanced Materials, 2014, 16(1-2) 170-175.

Yong-Lei Wang, Fredrik Hedman, Massimiliano Porcu, Francesca Mocci and
Aatto Laaksonen

Non-Uniform FFT and its applications in particle simulations

Applied Mathematics, 5, 520-541 (2014).

Tian-Yang Sun, Li-Jun Liang, Qi Wang, Aatto Laaksonen and Tao Wu

A molecular dynamics study on pH response of protein adsorbed on peptide-modified polyvinyl
alcohol hydrogel.

Biomaterials Science, (2014), 2(3), 419-426.

Amber Mace, Kari Laasonen and Aatto Laaksonen,
Determining energy barriers for CO2 and N2 in zeolite NaK A using constrained Ab-initio
Molecular Dynamics, Physical Chemistry Chemical Physics, 2014, 16 (1), 166 — 172

2013

Amber Mace, Niklas Hedin, and Aatto Laaksonen
Role of ion mobility in molecular sieving with zeolite NaKA
Journal of Physical Journal of Physical Chemistry C (2013), 117(46), 24259-24267.

A.Metere, T. Oppelstrup, S. Sarman, A. Laaksonen, and M. Dzugutov
Formation of the smectic-B crystal from a simple monatomic liquid
Physical Review E, (2013), 88(6-A), 062502

Francesca Mocci, Aatto Laaksonen, Yong-Lei Wang, Giuseppe Saba, Adolfo Lai and Flaminia
Cesare Marincola

CompChem and NMR Probing lonic Liquids, in The Structure of lonic Liquids (Soft and
Biological Matter), Eds. Ruggero Caminiti and Lorenzo Gontrani, Springer, New York (2013).

Zhijia Zheng, Hui Lu, Han Bi, Xian Lin, Aatto Laaksonen

Photoluminescence properties of ZnO:Al films deposited on flexible PET substrate by RF
reactive magnetron sputtering Optoelectronics & Advanced Materials (Rapid Commun.) 2013,
7(9-10) 676-679.

Yong-Lei Wang, Aatto Laaksonen, and Zhong-Yuan Lu,
Influence of ionic liquid film thickness on ion pair distributions and orientations at graphene and
vacuum interfaces Physical Chemistry Chemical Physics, (2013), 15(32), 13559-135609.
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Yong-Lei Wang, Zhong-Yuan Lu and Aatto Laaksonen,
Effect of the electrostatic interactions on the multiscale coarse-graining simulations of ionic
liquids, Physical Chemistry Chemical Physics, 16, 1-12 (2013).

Sten Sarman and Aatto Laaksonen
Thermomechanical coupling, heat conduction and director rotation in cholesteric liquid crystals

studied by Molecular Dynamics simulations
Physical Chemistry Chemical Physics, 15, 3442—3453 (2013).

Yonglei Wang, Aatto Laaksonen, Zhongyuan Lu
Implementation of non-uniform FFT based Ewald summation in dissipative particle dynamics
method Journal of Computational Physics 235 666—682 (2013).

K. Aidas, H. /fgren, J. Kongsted, A. Laaksonen, F. Mocci.

A quantum mechanics/molecular dynamics study of electric field gradient fluctuations in the
liquid

phase. The case of Na+ in aqueous solution.

Phys. Chem. Chem. Phys., 15, 1621-1631 (2013).

Jambeck, Joakim P. M.; Mocci, Francesca, Lyubartsev, Alexander P.; Laaksonen Aatto

Partial atomic charges and their impact on the free energy of solvation
Journal of Computational Chemistry 34, 187-197 (2013).

Yong-Lei Wang, Rochelle S. Lawrence, Zhong-Yuan Lu, Aatto Laaksonen
Molecular dynamics study of aqueous solution of polyethylene oxide. Critical test of force field
models Soft Materials, 11,371-383 (2013).

2012

Sten Sarman and Aatto Laaksonen

Twist viscosities and flow alignment of biaxial nematic liquid crystal phases of a soft ellipsoid-
string fluid studied by molecular dynamics simulation

Phys. Chem. Chem. Phys., 14, 11999-12013 (2012).

Francesca Mocci and Aatto Laaksonen

Insight into nucleic acid counterion interactions from inside molecular dynamics simulations is
“worth its salt”

Soft Matter, 8, 9268-9284 (2012).

Yong-Lei Wang, Zhong-Yuan Lu and Aatto Laaksonen
Specific binding structures of dendrimers on lipid bilayer membranes
Phys. Chem. Chem. Phys., 14, 8348-8359 (2012).

Konstantinos 1. Vatalis, Aatto Laaksonen, George Charalampidesa, Nikolas P. Benetis
Intermediate technologies towards low-carbon economy
Renewable and Sustainable Energy Reviews 16, 3391— 3400 (2012).
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Alexander V. Larin, Amber Mace, Andrey A. Rybakov, Aatto Laaksonen
Carbonate ‘‘door’’ in the NaKA zeolite as the reason of higher CO2 uptake relative to N2
Microporous and Mesoporous Materials 162 98—-104 (2012).

Aatto Laaksonen, Alexander Lyubartsev and Francesca Mocci,

M.DynaMix Studies of Solvation, Solubility and Permeability

in “Molecular Dynamics - Studies of Synthetic and Biological Macromolecules
(Ed. L. Wang) Intech Publishers 2012. ISBN 978-953-51-0444-5

2011

Andrei V. Egorov, Alexander P. Lyubartsev, and Aatto Laaksonen
Glycerol-water mixtures. A molecular dynamics simulation study
Journal of Physical Chemistry B, (2011), 115(49), 14572-14581.

Larin, Alexander V.; Rybakov, Andrey A.; Zhidomirov, Georgii M.; Mace, Amber; Laaksonen,
Aatto; Vercauteren, Daniel P.

Oxide clusters as source of the third oxygen atom for the formation of carbonates in alkaline
earth dehydrated zeolites.

Journal of Catalysis (2011), 281(2), 212-221.

Sarman, Sten; Laaksonen, Aatto.
Molecular dynamics simulation of viscous flow and heat conduction in liquid crystals.
Journal of Computational and Theoretical Nanoscience (2011), 8(7), 1081-1100.

Sarman, Sten; Laaksonen, Aatto.

The heat conductivity of liquid crystal phases of a soft ellipsoid string-fluid evaluated by
molecular dynamics simulation.

Physical Chemistry Chemical Physics, (2011), 13(13), 5915-5925.

Rios, Ramon; Schyman, Patric; Sunden, Henrik; Zhao, Gui-Ling, Ullah, Farman,; Chen, Li-Jun;
Laaksonen, Aatto; Cordova, Armando.

Nonlinear Effects in Asymmetric Amino Acid Catalysis by Multiple Interconnected
Stereoselective Catalytic Networks.

Chemistry - A European Journal (2010), 16(47), 13935-13940.

2010

Hedin, Niklas; Chen, Li Jun; Laaksonen, Aatto.
Sorbents for CO2 capture from flue gas - aspects from materials and theoretical chemistry.
Nanoscale (2010), 2(10), 1819-1841.

Lu, Hui; Tu, Yaoquan, Lin, Xian, Fang, Bin; Luo, Duanbin, Laaksonen, Aatto.
Effects of laser irradiation on the structure and optical properties of ZnO thin films.
Materials Letters (2010), 64(19), 2072-2075.

Liu, Qingling;, Mace, Amber; Bacsik, Zoltan; Sun, Junliang; Laaksonen, Aatto; Hedin, Niklas.
NaKA sorbents with high CO2-over-N2 selectivity and high capacity to adsorb CO2.
Chemical Communications (Cambridge, United Kingdom) (2010), 46(25), 4502-4504.
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Naome, Aymeric; Schyman, Patric; Laaksonen, Aatto; Vercauteren, Daniel P.

Molecular dynamics simulation of 8-oxoguanine containing DNA fragments reveals altered
hydration and ion binding patterns. [Erratum to document cited in CA152:519540].
Journal of Physical Chemistry B (2010), 114(19), 6763.

Sarman, Sten,; Laaksonen, Aatto.

The temperature dependence of the heat conductivity of a liquid crystal studied by molecular
dynamics simulation.

Chemical Physics Letters (2010), 485(1-3), 77-82.

Lyubartsev, Alexander; Mirzoev, Alexander; Chen, LiJun; Laaksonen, Aatto
Systematic coarse-graining of molecular models by the Newton inversion method
Faraday Discussions, 144, 43-56, 2010.

Yaoquan Tu; Aatto Laaksonen
Implementing Quantum Mechanics into Molecular Mechanics Combined QM/MM Modelling
Methods Advances in Quantum Chemistry, 59, Chap. 1, 1-17 (2010)

2009

Lindgren, Matteus, Laaksonen, Aatto; Westlund, Per-Olof.
A theoretical spin relaxation and MD simulation study of the Gd(H20) 973+ complex.
Physical Chemistry Chemical Physics (2009), 11(44), 10368-10376.

Jesudason, C. G.; Lyubartsev, A. P.; Laaksonen, A..
Conformational characteristics of single flexible polyelectrolyte chain.
European Physical Journal E: Soft Matter and Biological Physics (2009), 30(4), 341-350.

Sarman, Sten,; Laaksonen, Aatto.
Flow alignment phenomena in liquid crystals studied by molecular dynamics simulation.
Journal of Chemical Physics (2009), 131(14), 144904/1-144904/12.

Sarman, Sten; Laaksonen, Aatto.
Evaluation of the viscosities of a liquid crystal model system by shear flow simulation.
Chemical Physics Letters (2009), 479(1-3), 47-51.

Schyman, Patric, Eriksson, Leif A.; Laaksonen, Aatto.
Hydrogen Abstraction from Deoxyribose by a Neighboring 3'-Uracil Peroxyl Radical.
Journal of Physical Chemistry B (2009), 113(18), 6574-6578.

Lyubartsev, Alexander; Tu, Yaoquan, Laaksonen, Aatto
Hierarchical Multiscale Modelling Scheme from First Principles to Mesoscale
Journal of Theoretical and Computational Nanoscience, 6(5), 951-959, (2009).

Aatto Laaksonen and Lennart Bergstrom,
Self-assembled Materials in Encyclopedia of Complexity and Systems Science
(Ed. Meyers, Robert A.) Springer Verlag (2009) ISBN: 978-0-387-30440-3

Schyman, Patric, Eriksson, Leif A., and Laaksonen, Aatto
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Hydrogen Abstraction from Deoxyribose by a Neighboring 3 '-Uracil Peroxyl Radical,
J. Phys. Chem., 113(18), 6574-6578, (2009).

2008

Patric Schyman and Aatto Laaksonen

On the effect of low-energy electron induced DNA strand break in aqueous solution:
A theoretical study indicating guanine being a weak link in DNA.

Journal of the American Chemical Society, 130 (37), 12254-12255 (2008).

J. Kowalewski, A. Egorov, D. Kruk, A. Laaksonen, S. Nikkhou Aski, G. Parigi,

P.-O. Westlund,

Extensive NMRD studies of Ni(II) salt solutions in water and water—glycerol mixtures
Journal of Magnetic Resonance, 195(1), 103-111 (2008).

Patric Schyman, Aatto Laaksonen, Hakan W. Hugosson,

Phosphodiester bond rupture in 50 and 30 cytosine monophosphate in aqueous environment and
the effect of low-energy electron attachment: A Car—Parrinello QM/MM MD study,

Chemical Physics Letters 462(4-6) 289-294 (2008).

Patric Schyman, Leif A Eriksson and Aatto Laaksonen
Hydrogen Abstraction From a Deoxyribose by a Neighboring 3° Uracil Peroxyl Radical
Chemical Physics Physical Chemistry, 9(45) 5975-5979, 2008.

Andrei V. Egorov, Elena N. Brodskaya, and Aatto Laaksonen
Computer Simulations Studies of Solid—Liquid Phase Transitions in Solid Water Nano Particles
Journal of Computational and Theoretical Nanoscience , 5, 1-9, 2008

Patric Schyman, Leif A Eriksson, Ruo B Zhang, and Aatto Laaksonen.
Hydroxyl radical - Thymine adduct induced DNA damages
Chemical Physics Letters 458(1-3) 186-189 2008.

Andrei V. Egorov, Elena N. Brodskaya and Aatto Laaksonen,

Molecular dynamics simulation study of solid-liquid phase transition in water clusters.
The effect of cluster size.

Synthesis and Reactivity in Inorganic Metal-organic and Nano-metal Chemistry,

38, 62-67 2008.

C.J. Law, J. Almqvist, J. Bernstein, Y. Huang, A. Laaksonen, D-N Wang and S. Hovmoller.
Salt-bridge dynamics control substrate-induced conformational change in the membrane

transporter GlpT
Journal of Molecular Biology 378(4) 828-839 (2008).

2007

Yaoquan Tu, Lennart Nilsson and Aatto Laaksonen,

A highly efficient ab initio tight-binding-like approximate density-functional quantum
mechanical method (2007) Lecture Notes in Computer Science (LNCS 4699) 100, Springer
Verlag.
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Yaoquan Tu and Aatto Laaksonen,

Towards fast and reliable quantum chemical modelling of macromolecules. Lecture Notes in
Computational Science and Engineering (2007), 49 (New Algorithms for Macromolecular
Simulation), 315

Schyman, Patric, Zhang, Ru bo, Eriksson, Leif A., and Laaksonen, Aatto
Hydrogen abstraction from deoxyribose by a neighbouring uracil-5-yl radical,
PhysChemChemPhys, 9(45), 5975-5979 (2007).

Almgqvist, Jonas, Huang, Yafei, Laaksonen, Aatto, Wang, Da-Neng, and Hovmoeller, Sven
Docking and homology modeling explain inhibition of the human vesicular glutamate
transporters,

Protein Science, 16(9), 1819-1829 (2007).

Martin Dahlberg, Jens Danielsson, Astrid Grdslund and Aatto Laaksonen,
Structure of the Amyloid B-peptide Fragment 1-9, A combined MD and NMR study
http://www.diva-portal.org/diva/getDocument?urn_nbn_se_su_diva-1410-2__fulltext.pdf

Jonas Danielsson and Aatto Laaksonen.
Theoretical study of the photoisomerization of anionic urocanic acid in aqueous solution.
http://www.diva-portal.org/diva/getDocument?urn_nbn_se su_diva-261-1__fulltext.pdf

Henrik Rundgren, Pekka Mark and Aatto Laaksonen,
Molecular dynamics simulations of conserved Hox protein hexapeptides. 1. Folding behavior in
water solution. J. Mol. Struct. (THEOCHEM), 810, 113-120, 2007.

Henrik Rundgren, Pekka Mark and Aatto Laaksonen,
Molecular dynamics simulations of conserved Hox protein hexapeptides. II. Folded structures in
water solution. J. Mol. Struct. (THEOCHEM) 805 (1-3): 61-70, 2007.

2006

Yaoquan Tu, Sven. P. Jacobsson and Aatto Laaksonen,
Efficient ab initio tight-binding-like method for electronic structure calculations.
Phys. Rev. B 74, 205104 (20006)

Fredrik Hedman and Aatto Laaksonen
Ewald summation based on non-uniform fast Fourier transform
Chem. Phys. Lett., 425 (1-3): 142-147, 2006

Martin Dahlberg and Aatto Laaksonen

Preferential solvation of phenol in binary mixed solvents
Journal of Physical Chemistry A, 110(6), 2253-2258 (2006).

Raimo Lohikoski and Aatto Laaksonen,

Simple Models for Non-linear States of Double-stranded DNA

In *Modern methods for theoretical physical chemistry of biopolymers".
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