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FT-IR spectroscopy combined with DFT calculation to explore Spectrochimica Acta Part A:
solvent effects of vinyl acetate Molecular and Biomolecular
Spectroscopy

126, 2014, 122-128
Yi Chen, Hui Zhang, Qing Liu

Quantum chemical studies of structural, vibrational, NBO and J. Molecular Structure,
hyperpolarizability of ondansetron hydrochloride 1058, 2014, 31-40
Bhawani Datt Joshi, Rashmi Mishra, Poonam Tandon, Alcemira Conceicédo Oliveira, Alejandro Pedro Ayala
IEF-PCM

Solvent and structural effects on the UV absorption spectra of N- Spectrochimica Acta Part A:
(substituted phenyl)-2-cyanoacetamides Molecular and Biomolecular Spectroscopy,
117, 2014, 568-575

Borko M. Matijevi¢, Pendi . Vastag, Nada U. Perisi¢-Janji¢, Suzana Lj. Apostolov, Milo$ K. Mil¢i¢, Lidija
Zivanovi¢, Aleksandar D. Marinkovié

Solvent induced conformational fluctuation of alanine dipeptide Spectrochimica Acta Part A:
studied by using vibrational probes Molecular and Biomolecular Spectroscopy,

137, 2015, 701-710
Kaicong Cai, Fenfen Du, Jia Liu, Tingting Su

Isomerizational and conformational study of 3-fluorophenylamino- J. Molecular Structure,
2-acetyl propenenitrile (FPAAPN) 1090, 2015, 112-120
A. Gatial, S. Dorotikova, K. Plevova, V. Milata, N. Pronayova, P. Maté&jka
IEF-PCM
A combined experimental and computational investigation of The J. Chemical Thermodynamics,
excess molar enthalpies of (nitrobenzene + alkanol) mixtures 80, 2015, 119-123
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Razieh Sadat Neyband, Hosseinali Zarei
PCM

Polarizable continuum model solvation analysis of certain 5- J. Molecular Liquids,
substituted isoquinoline derivatives 199, 2014, 123-127

V. Kannaan, S. Suganthi, V. Sathyanarayanamoorthi

Optical properties of V-shaped bis-coumarins: Ab initio insights Computational and Theoretical Chemistry,
1076,2016, 57-64

Simon Budzak, Azzam Charaf-Eddin, Miroslav Medved’, Daniel T. Gryko, Denis Jacquemin
TD-DFT, ADC, CC2

CO2 absorption mechanism in amine solvents and enhancement of Int. J. Greenhouse Gas Control,

CO2 capture capability in blended amine solvent 45, 2016, 181-188
Sunkyung Kim, Hu Shi, Jin Yong Lee

The effect of hydrogen bond strength on emission properties in 2- J. Photochem. Photobio. A: Chemistry,

(2'-hydroxyphenyl)imidazo[1,2-a]pyridines 314, 2016, 198-213

Anton J. Stasyuk, Patrick Bultinck, Daniel T. Gryko, Michat K. Cyranski
DFT, TDDFT-- IEFPCM

Dipole moment calculation in solution for some liquid crystalline J. Molecular Structure,

molecules 1059, 2014, 44-50
M. Wiodarska

Structural behavior of neutral, protonated, and deprotonated L- Tetrahedron: Asymmetry,

valine in aqueous solutions: a combined study using chirality 26, 2015, 1314-1327

sensitive (VCD) and non sensitive (IR and Raman) vibrational
spectroscopies and quantum chemical calculations
Maria Mar Quesada-Moreno, Juan Ramén Avilés-Moreno, Juan Jesus Lopez-Gonzélez
PCM plus explicit water molecules

Theoretical constraints on the effects of pH, salinity, and Geochimica et Cosmochimica Acta,
temperature on clumped isotope signatures of dissolved inorganic 125, 2014, 610-652
carbon species and precipitating carbonate minerals

Pamela S. Hill, Aradhna K. Tripati, Edwin A. Schauble

implicit solvation (PCM and SMD), explicit solvation (ion with 3 water molecules) and supermolecular

clusters (ion plus 21 to 32 water molecules with geometries generated by molecular dynamics)
B3LYP method combined with the 6-311++G(2d,2p)

Ab Initio Studies of Calcium Carbonate Hydration J. Phys. Chem. A,
119 (47), 2015,11591-11600
Josue A. Lopez-Berganza, Yijue Diao, Sudhakar Pamidighantam, and Rosa M. Espinosa-Marzal

B3LYP-MP2
Using Implicit Solvent in Ab Initio Electrochemical Modeling: J. Chem. Theory Compult.,
Investigating Li+/Li Electrochemistry at a Li/Solvent Interface 11 (7), 2015, 3375-3382
Nicolas Lespes and Jean-Sébastien Filhol
Mechanistic Insights into Carbonyl-Directed Rhodium-Catalyzed ACS Catal.,
Hydroboration: ab Initio Study of a Cyclic y,6-Unsaturated Amide 4 (3), 2014, 763-773

Zhao-Di Yang, Rhitankar Pal, Gia L. Hoang, Xiao Cheng Zeng, and James M. Takacs
ECP28MWB/6-311+G(d,p); 6-31+G for C, O, P, B, N, and H and LANL2DZ for Rh atoms

Theoretical Study on Structures and Bond Properties of NpO2m+ J. Phys. Chem. A,
lons and NpO2(H20)nm+ (m = 1-2, n= 1-6) Complexes in the Gas 119 (13), 2015, 3253-3260
Phase and Aqueous Solution

Yao-Peng Yin, Chen-Zhong Dong, and Xiao-Bin Ding
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Comprehensive study on the impact of the cation alkyl side chain J. Molecular Liquids,
length on the solubility of water in ionic liquids 210, Part B2015, 264-271

Kiki A. Kurnia, Catarina M.S.S. Neves, Mara G. Freire, Luis M.N.B.F. Santos, Jodo A.P. Coutinho
COSMO-RS CHelpG

Assessing the activity coefficients of water in cholinium-based Fluid Phase Equilibria,
ionic liquids: Experimental measurements and COSMO-RS 361, 2014, 16-22
modeling

Imran Khan, Kiki A. Kurnia, Tania E. Sintra, Jorge A. Saraiva, Sim&o P. Pinho, Jodo A.P. Coutinho

On the role of solvent effects on the electronic transitions in Fe(Il) Chemical Physics,

and Ru(ll) complexes 428,2014, 59-66
Sergi Saureu, Coen de Graaf

Modeling ethanol-blended gasoline droplet evaporation using Int. J. Heat and Mass Transfer,

COSMO-RS theory and computation fluid dynamics 84, 2015, 1019-1029

Gabor Jarvas, Janos Kontos, Jené Hancsok, Andras Dallos

From Mannose to Small Amphiphilic Polyol: Perfect Linearity Cryst. Growth Des.,

Leads To Spontaneous Aggregation 16 (2), 2016, 655-661
Tiina Saloranta, Anssi Peuronen, Johannes M. Dieterich, Janne Ruokolainen, Manu Lahtinen, and Reko Leino

A Local Variant of the Conductor-Like Screening Model for J. Chem. Theory Comput.,

Fragment-Based Electronic-Structure Methods 11 (11), 2015,5277-5290

Albrecht Goez and Johannes Neugebauer
Lo-COSMO, Full COSMO

Systematic Study on the Viscosity of lonic Liquids: Measurement Ind. Eng. Chem. Res.,
and Prediction 54 (43), 2015, 10918-10924
Rafael Alcalde, Gregorio Garcia, Mert Atilhan, and Santiago Aparicio
COSMO-RS
Effect of the Alkyl Chain Length of the Cation on the Interactions Ind. Eng. Chem. Res.,
between Water and Ammonium-Based lonic Liquids: Experimental 54 (36), 2015,9013-9026

and COSMO-RS Studies
Varadhi Govinda, T. Vasantha, Imran Khan, and Pannuru Venkatesu

density (p), speed of sound (u), viscosity (1) and refractive index (nD) were measured and a computational study
using COSMO-RS

Prediction of Phospholipid—Water Partition Coefficients of lonic J. Phys. Chem. B,

Organic Chemicals Using the Mechanistic Model COSMOmic 118 (51), 2014,14833-14842
Kai Bittermann, Simon Spycher, Satoshi Endo, Larissa Pohler, Uwe Huniar, Kai-Uwe Goss, and Andreas Klamt

Prediction of Phospholipid—Water Partition Coefficients of lonic J. Phys. Chem. B,

Organic Chemicals Using the Mechanistic Model COSMOmic 118 (51), 2014, 14833-14842

CNN-5-2

Kai Bittermann, Simon Spycher, Satoshi Endo, Larissa Pohler, Uwe Huniar, Kai-Uwe Goss, and Andreas Klamt

COSMO: A new approach to dielectric screening in solvents with J. Chem. Soc., Perkin Transactions

explicit expressions for the screening energy and its gradient 2 (1993)799-805
A. Klamt, G. Schitrmann

Conductor-like Screening Model (COSMO) for Real Solvents: A J. Phys. Chem.,

New Aroach to the Quantitative Calculation of Solvation 99(1995)2224-2235

Phenomena,
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A. Klamt

COSMO: A New Approach to Dielectric Screening in Solvents
with Explicit Expressions for the Screening Energy and its
Gradient,

A. Klamt and G. Schiiirmann

Refinement and Parametrization of COSMO-RS,

A. Klamt, V. Jonas, T. Birger and J. C. W. Lohrenz

A Priori Phase Equilibrium Prediction from a Segment Contribution
Solvation Model

S.-T. Lin and S.I. Sandler

Performance of a Conductor-Like Screening Model for Real
Solvents Model in Comparison to Classical Group Contribution
Methods,

H. Grensemann and J. Gmehling,

Infinite Dilution Activity Coefficients for Trihexyltetradecyl
Phosphonium lonic Liquids: Measurements and COSMO-RS
Prediction

T. Banerjee and A. Khanna ,

An implementation of the conductor-like screening model of
solvation within the Amsterdam density functional package. Part I1.
COSMO for real solvents,

C.C. Pye, T. Ziegler, E. van Lenthe, J.N. Louwen

On the influence of basis sets and quantum chemical methods on
the prediction accuracy of COSMO-RS

R. Franke, B. Hannebauer,

COSMO-RS: From quantum Chemistry to Fluid Phase
Thermodynamics and Drug Design,

A. Klamt,

COSMO-RS: An Alternative to Simulation for Calculating
Thermodynamic Properties of Liquid Mixtures

A. Klamt, F. Eckert and W. Arlt,

J. Chem. Soc. Perkin Trans. Il
(1993)799-805

J. Phys. Chem. A
102(1998) 5074-5085

Ind. Eng. Chem. Res.,
41 (5) (2002)899-913

Ind. Eng. Chem. Res.,
44 (5)(2005)1610-1624

J. Chem. Eng. Data,
51 (6)(2006)2170-2177

Can. J. Chem.
87(2009) 790

Phys. Chem. Chem. Phys.,
13(2011)21344-21350

Elsevier: Amsterdam, 2005

Annual Review of Chemical and

Biomolecular Engineering,
1(2010)101-122

pKas / reduction potentials, H,O, organic solvents, SMD

(Solvent Model )

Revisiting the solvation enthalpies and free energies of the proton Computational and Theoretical Chemistry,

and electron in various solvents

Z. Markovi¢, J. ToSovi¢, D. Milenkovi¢, S. Markovié¢

6-311++G(d,p) ;B3LYP/Aug-cc-pVTZ

1077,2016, 11-17

Prediction of the pKa’s of Aqueous Metal lon +2 Complexes

J. Phys. Chem. A,
2015, 119 (12), 29262939
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Virgil E. Jackson, Andrew R. Felmy, and David A. Dixon

Calculating Free Energy Changes in Continuum Solvation Models

J. Phys. Chem. B,
2016, 120 (7), 1319-1329

Junming Ho and Mehmed Z. Ertem

On the Basicity of 8-Phenylsulfanyl Quipazine Derivatives: New
Potential Serotonergic Agents

J. Phys. Chem. A,
2015, 119 (27), 6989-6999

T. Pienko, P. P. Taciak, and A. P. Mazurek

Calculations of pKa’s and Redox Potentials of Nucleobases with
Explicit Waters and Polarizable Continuum Solvation

J. Phys. Chem. A,
2015, 119 (21), 5134-5144

Bishnu Thapa and H. Bernhard Schlegel

Prediction of the pKa’s of Aqueous Metal lon +2 Complexes

J. Phys. Chem. A,
2015, 119 (12), 29262939

Virgil E. Jackson, Andrew R. Felmy, and David A. Dixon

Acidity of the Amidoxime Functional Group in Aqueous Solution:
A Combined Experimental and Computational Study

J. Phys. Chem. B,
2015, 119 (8), 3567-3576

Nada Mehio, Mark A. Lashely, Joseph W. Nugent, Lyndsay Tucker, Bruna Correia, Chi-Linh Do-Thanh,Sheng Dai,

Robert D. Hancock, and Vyacheslav S. Bryantsev

Experimental and Theoretical Studies on the Effectiveness of
Phosphonium-Based lonic Liquids for Butanol Removal at T =
298.15 Kand p =1 atm

Ind. Eng. Chem. Res.,
2014, 53 (49), 18935-18942

Dharamashi Rabari and Tamal Banerjee

COsSMO COnductor like Screening MOdel
RISM Reference Interaction Site Model
RS Real Solvents

SMD Solvation Model based on Density
SMx Solvent Model (x: version)

IEF integral equation formalism

Credit: Acs.org, Science Direct.com
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