
BIOVIA COSMOtherm 関連論文リスト（1/20） 

©MOLSIS Inc.        2024/03/01 作成 

No. First author Title Year Journal name Link 

1 Amal A.M. Elgharbawy 

Antibacterial performance enhancement using 

hydrophobic deep eutectic solvents: COSMO-RS 

prediction, experimental validation, and synergistic action 

with antibiotics 

2024 Journal of Molecular Liquids link 

2 A. Viñas-Ospino 

Using novel hydrophobic deep eutectic solvents to 

improve a sustainable carotenoid extraction from orange 

peels 

2023 Food Bioscience link 

3 Satoshi Endo 

Experimental Determination of Air/Water Partition 

Coefficients for 21 Per-and Polyfluoroalkyl Substances 

Reveals Variable Performance of Property Prediction 

Models 

2023 
Environmental Science & 

Technology 
link 

4 Vitus Besel 
Atomic structures, conformers and thermodynamic 

properties of 32k atmospheric molecules 
2023 Scientific data link 

5 Mengke Zhang 
Estimation of vapor pressures of perfluoroalkyl 

substances (PFAS) using COSMOtherm 
2023 Journal of Hazardous Materials link 

6 Chunjie Liu 

Designing Deep Eutectic Solvents with Crystalline 

Features: A New-Generation Green Crystallization-

Induced Porogen 

2023 
ACS Sustainable Chemistry & 

Engineering 
link 

7 Kaihang Zhang 
Screening ionic liquids for efficiently extracting 

perfluoroalkyl chemicals (PFACs) from wastewater 
2023 

Journal of Environmental 

Sciences 
link 

8 Noora Hyttinen 
The effect of atmospherically relevant aminium salts on 

water uptake 
2023 

Atmospheric Chemistry and 

Physics 
link 

https://www.sciencedirect.com/science/article/pii/S0167732224000631
https://www.sciencedirect.com/science/article/pii/S2212429223002213
https://pubs.acs.org/doi/abs/10.1021/acs.est.3c02545
https://www.nature.com/articles/s41597-023-02366-x
https://www.sciencedirect.com/science/article/pii/S0304389422019793
https://pubs.acs.org/doi/abs/10.1021/acssuschemeng.2c06081
https://www.sciencedirect.com/science/article/pii/S1001074222004272
https://acp.copernicus.org/articles/23/13809/2023/
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9 Rubén Santiago 
Anticipating APIs solubility in natural eutectic solvents: 

Lidocaine and caffeine case studies 
2023 Food Bioscience link 

10 Zijun Li 

Saturation vapor pressure characterization of selected 

low-volatility organic compounds using a residence time 

chamber 

2023 
Environmental Science & 

Technology 
link 

11 Juliane Glüge 
Evaluation of Physicochemical Property Data in the ECHA 

Database 
2023 Scientific data link 

12 Zehao Mi 
DFT and COSMO-RS theoretical analysis of SO2 

absorption by polyamines type ionic liquids 
2023 Journal of Hazardous Materials link 

13 Michael Diedenhofen 
COSMO-RS blind prediction of distribution coefficients 

and aqueous pKa values from the SAMPL8 challenge 
2023 

ACS Sustainable Chemistry & 

Engineering 
link 

14 Satoshi Endo 

Intermolecular Interactions, Solute Descriptors, and 

Partition Properties of Neutral Per-and Polyfluoroalkyl 

Substances (PFAS) 

2023 
Journal of Environmental 

Sciences 
link 

15 Alena K.D. Celsie 

COSMO-RS solute partition ratios for solvent mixtures of 

unknown composition: Henry's law constants as 

descriptors for mixture sigma profiles 

2023 
Atmospheric Chemistry and 

Physics 
link 

16 Xia Li 

Study on Vapor–Liquid Equilibrium and Microscopic 

Properties of Glycine + H2O, l-Histidine + H2O, and l-

Tryptophan + H2O 

2023 Journal of Molecular Liquids link 

17 Anju Kumari 

Separation of Iso-Nicotinic acid from aqueous solution 

using ionic liquids: Screening using COSMO-RS and 

equilibrium studies 

2023 
Atmospheric Chemistry and 

Physics 
link 

https://www.sciencedirect.com/science/article/pii/S0167732223015325
https://acp.copernicus.org/articles/23/6863/2023/
https://pubs.aip.org/aip/jpr/article/52/4/043101/2916361
https://hgxb.cip.com.cn/EN/10.11949/0438-1157.20230660
https://link.springer.com/article/10.1007/s10822-023-00514-4
https://pubs.acs.org/doi/abs/10.1021/acs.est.3c07503
https://www.sciencedirect.com/science/article/pii/S0045653523024657
https://pubs.acs.org/doi/abs/10.1021/acs.jced.3c00417
https://www.sciencedirect.com/science/article/pii/S2405830023000228
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18 
Laura Fronchetti 

Guidugli 

Understanding Microcystin-LR separation by hydrophobic 

deep eutectic solvents with COSMO simulation and 

experimental findings 

2023 
Journal of Physical and Chemical 

Reference Data 
link 

19 
Pablo Gutiérrez-

Sánchez 

Extraction of antibiotics identified in the EU Watch List 

2020 from hospital wastewater using hydrophobic 

eutectic solvents and terpenoids 

2022 CIESC Journal link 

20 Clara Gómez-Urios 
Sustainable development and storage stability of orange 

by-products extract using natural deep eutectic solvents 
2022 

Journal of Computer-Aided 

Molecular Design 
link 

21 Manuela Panić 

Prediction of pH value of aqueous acidic and basic deep 

eutectic solvent using COSMO-RSσProfiles' molecular 

descriptors 

2022 
Environmental Science & 

Technology 
link 

22 Rubén Santiago 

Assessment of bio-ionic liquids as promising solvents in 

industrial separation processes: Computational screening 

using COSMO-RS method 

2022 Chemosphere link 

23 Jort Hammer 

Volatility and nonspecific van der Waals interaction 

properties of per-and polyfluoroalkyl substances (PFAS): 

Evaluation using hexadecane/air partition coefficients 

2022 
Journal of Chemical & 

Engineering Data 
link 

24 Juan Wang 

COSMO-RS prediction and experimental verification of 

deep eutectic solvents for water insoluble pesticides with 

high solubility 

2022 Chemical Data Collections link 

25 Clinton J. Chapman 
Evaluation of solvate and co-crystal screening methods 

for CL-20 containing energetic materials 
2022 Journal of Molecular Liquids link 

https://www.sciencedirect.com/science/article/pii/S0167732223019451
https://www.sciencedirect.com/science/article/pii/S1383586621018220
https://www.mdpi.com/2304-8158/11/16/2457
https://www.mdpi.com/1420-3049/27/14/4489
https://www.sciencedirect.com/science/article/pii/S0378381222001182
https://pubs.acs.org/doi/abs/10.1021/acs.est.2c05804
https://www.sciencedirect.com/science/article/pii/S0167732221028646
https://www.tandfonline.com/doi/abs/10.1080/07370652.2020.1867936
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26 Noora Hyttinen 

Machine learning for predicting chemical potentials of 

multifunctional organic compounds in atmospherically 

relevant solutions 

2022 
Separation and Purification 

Technology 
link 

27 Shuai Qian 

Experimental and Computational Study of the Properties 

of Imidazole Compounds with Branched and Cycloalkyl 

Substituents 

2022 Foods link 

28 Mohsen Taheri 
Ionic liquid screening for CO2 capture and H2S removal 

from gases: The syngas purification case 
2021 Molecules link 

29 Manuela Panić 

Cosmotherm as an effective tool for selection of deep 

eutectic solvents based ready-to-use extracts from 

Graševina grape pomace 

2021 Fluid Phase Equilibria link 

30 Sivani Baskaran Reliable prediction of the octanol–air partition ratio 2021 
Environmental Science & 

Technology 
link 

31 Huma Warsi Khan 
Design and selection of ionic liquids via COSMO for 

pharmaceuticals and medicine 
2021 Journal of Molecular Liquids link 

32 Noora Hyttinen 

Gas-to-Particle Partitioning of Cyclohexene- and α-

Pinene-Derived Highly Oxygenated Dimers Evaluated 

Using COSMOtherm 

2021 Journal of Energetic Materials link 

33 Emma Lumiaro 
Predicting gas–particle partitioning coefficients of 

atmospheric molecules with machine learning 
2021 

The Journal of Physical 

Chemistry Letters 
link 

34 
Timothy F. M. 

Rodgers 

Novel Bayesian method to derive final adjusted values of 

physicochemical properties: application to 74 compounds 
2021 Liquids link 

https://pubs.acs.org/doi/abs/10.1021/acs.jpclett.2c02612
https://www.mdpi.com/2673-8015/2/1/2
https://www.sciencedirect.com/science/article/pii/S0009250920307314
https://www.mdpi.com/1420-3049/26/16/4722
https://setac.onlinelibrary.wiley.com/doi/abs/10.1002/etc.5201
https://link.springer.com/chapter/10.1007/978-981-16-4365-1_8
https://pubs.acs.org/doi/abs/10.1021/acs.jpca.0c11328
https://acp.copernicus.org/articles/21/13227/2021/
https://pubs.acs.org/doi/abs/10.1021/acs.est.1c01418
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35 Satoshi Endo 

Refinement and extension of COSMO-RS-trained 

fragment contribution models for predicting the partition 

properties of C10-20 chlorinated paraffin congeners 

2021 Chemical Engineering Science link 

36 Judith Warnau 
COSMO-RS predictions of logP in the SAMPL7 blind 

challenge 
2021 Molecules link 

37 Rubén Santiago 

Extending the ability of cyclic carbonates for extracting 

BTEX to challenging low aromatic content naphtha: the 

designer solvent role at process scale 

2021 
Environmental Toxicology and 

Chemistry 
link 

38 Boluwatife Awonaike 

Precipitation-induced transport and phase partitioning of 

organophosphate esters (OPEs) in urban and rural 

watersheds 

2021 
Application of Ionic Liquids in 

Drug Delivery 
link 

39 Jort Hammer 

Congener-specific partition properties of chlorinated 

paraffins evaluated with COSMOtherm and gas 

chromatographic retention indices 

2021 
The Journal of Physical 

Chemistry A 
link 

40 K. Zaher 

In-silico Study of the Developed Hydroxychloroquine-

based ACE2 Inhibitor Molecules Against COVID-19: 

Molecular Modeling and Docking 

2021 
Atmospheric Chemistry and 

Physics 
link 

41 Samuel Boobier 
Machine learning with physicochemical relationships: 

solubility prediction in organic solvents and water 
2020 

Environmental Science & 

Technology 
link 

42 Alina Lampic 

Property estimation of per- and polyfluoroalkyl 

substances: A comparative assessment of estimation 

methods 

2020 
Environmental Science: 

Processes & Impacts 
link 

https://pubs.rsc.org/en/content/articlehtml/2021/em/d1em00123j
https://link.springer.com/article/10.1007/s10822-021-00395-5
https://www.sciencedirect.com/science/article/pii/S0098135421002465
https://pubs.rsc.org/en/content/articlehtml/2021/ew/d1ew00329a
https://www.nature.com/articles/s41598-021-84040-z
https://etasr.com/index.php/ETASR/article/view/4244
https://www.nature.com/articles/s41467-020-19594-z
https://setac.onlinelibrary.wiley.com/doi/abs/10.1002/etc.4681


BIOVIA COSMOtherm 関連論文リスト（6/20） 

©MOLSIS Inc.        2024/03/01 作成 

43 Christoph Loschen 
COSMO-RS based predictions for the SAMPL6 logP 

challenge 
2020 

Journal of Computer-Aided 

Molecular Design 
link 

44 Kyle McGaughy 

Liquid–Liquid Extraction of Furfural from Water by 

Hydrophobic Deep Eutectic Solvents: Improvement of 

Density Function Theory Modeling with Experimental 

Validations 

2020 
Computers & Chemical 

Engineering 
link 

45 Elenitsa Boli 

Ionic liquids as entrainers for the separation of azeotropic 

mixtures: Experimental measurements and COSMO-RS 

predictions 

2020 
Environmental Science: Water 

Research & Technology 
link 

46 Noora Hyttinen 

Thermodynamic properties of isoprene- and 

monoterpene-derived organosulfates estimated with 

COSMOtherm 

2020 Scientific Reports link 

47 Noora Hyttinen 

Improving Solubility and Activity Estimates of 

Multifunctional Atmospheric Organics by Selecting 

Conformers in COSMOtherm 

2020 
Engineering, Technology & 

Applied Science Research 
link 

48 Noora Hyttinen 

Estimating aqueous solubilities and activity coefficients 

of mono- and α,ω-dicarboxylic acids using 

COSMOtherm 

2020 Nature communications link 

49 Mingyuan Hu 

Vapor–Liquid Equilibrium Measurements of Cyclohexene-

Isophorone and Cyclohexanol-Isophorone Binary Systems 

and Predictions for Cyclohexene-Cyclohexanol-

Isophorone Ternary System 

2020 
Environmental toxicology and 

chemistry 
link 

https://link.springer.com/article/10.1007/s10822-019-00259-z
https://pubs.acs.org/doi/abs/10.1021/acsomega.0c02665
https://www.sciencedirect.com/science/article/pii/S0009250920301111
https://acp.copernicus.org/articles/20/5679/2020/
https://pubs.acs.org/doi/abs/10.1021/acs.jpca.0c04285
https://acp.copernicus.org/preprints/acp-2020-396/
https://pubs.acs.org/doi/abs/10.1021/acs.jced.0c00103
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50 
Benjamin Sanchez-

Lengeling 
A Bayesian approach to predict solubility parameters 2019 

Journal of Computer-Aided 

Molecular Design 
link 

51 Varun Kundi 

Predicting Octanol-Water Partition Coefficients: Are 

Quantum Mechanical Implicit Solvent Models Better than 

Empirical Fragment-Based Methods? 

2019 ACS omega link 

52 Mattia Turchi 

An evaluation of in-silico methods for predicting solute 

partition in multiphase complex fluids - A case study of 

octanol/water partition coefficient 

2019 Chemical Engineering Science link 

53 Georgia Michailoudi 

Solubility and Activity Coefficients of Atmospheric 

Surfactants in Aqueous Solution Evaluated Using 

COSMOtherm 

2019 
Atmospheric Chemistry and 

Physics 
link 

54 Mohamed Taha 
Molecular design of mass-separating agents for 

separation of cyclic ethers and acetonitrile from water 
2019 

The Journal of Physical 

Chemistry A 
link 

55 
Vishwesh 

Venkatraman 

Predicting ionic liquid melting points using machine 

learning 
2018 

Atmospheric Chemistry and 

Physics 
link 

56 Philipp Pracht 

High accuracy quantum-chemistry-based calculation and 

blind prediction of macroscopic pKa values in the context 

of the SAMPL6 challenge 

2018 
Journal of Chemical & 

Engineering Data 
link 

57 R. Santiago 
Acetylene absorption by ionic liquids: A multiscale 

analysis based on molecular and process simulation 
2018 

Advanced Theory and 

Simulations 
link 

58 Theo Kurtén 
Estimating the saturation vapor pressures of isoprene 

oxidation products and using COSMO-RS 
2018 

The Journal of Physical 

Chemistry B 
link 

https://onlinelibrary.wiley.com/doi/abs/10.1002/adts.201800069
https://pubs.acs.org/doi/abs/10.1021/acs.jpcb.9b04061
https://www.sciencedirect.com/science/article/pii/S0009250918308443
https://pubs.acs.org/doi/abs/10.1021/acs.jpca.9b09780
https://www.sciencedirect.com/science/article/pii/S0167732219302843
https://www.sciencedirect.com/science/article/pii/S0167732218315186
https://link.springer.com/article/10.1007/s10822-018-0145-7
https://www.sciencedirect.com/science/article/pii/S1383586617342077
https://acp.copernicus.org/articles/18/17589/2018/
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59 Yuriy A. Abramov 
Rational solvent selection for pharmaceutical impurity 

purge 
2018 Chemical Engineering Science link 

60 
Vishwesh 

Venkatraman 

Predicting CO2 capture of ionic liquids using machine 

learning 
2017 

The Journal of Physical 

Chemistry A 
link 

61 Miranda Roesing Solubility characteristics of poly (3-hexylthiophene) 2017 Journal of Molecular Liquids link 

62 Meysam Lotfi 

Solubility of acyclovir in nontoxic and biodegradable ionic 

liquids: COSMO-RS prediction and experimental 

verification 

2017 Journal of Molecular Liquids link 

63 Chen Wang 

Uncertain Henry's law constants compromise equilibrium 

partitioning calculations of atmospheric oxidation 

products 

2017 
Journal of Computer-Aided 

Molecular Design 
link 

64 
Johannes A. H. 

Schwöbel 

High-Throughput Screening of Working Fluids for the 

Organic Rankine Cycle (ORC) Based on Conductor-like 

Screening Model for Realistic Solvation (COSMO-RS) and 

Thermodynamic Process Simulations 

2017 
Separation and Purification 

Technology 
link 

65 Martta Toivola Can COSMOTherm predict a salting in effect? 2017 
Atmospheric Chemistry and 

Physics 
link 

66 Emad Ali 
Modeling of CO2 Solubility in Selected Imidazolium-

Based Ionic Liquids 
2017 Crystal Growth & Design link 

67 Boluwatife Awonaike 

Quantifying the equilibrium partitioning of substituted 

polycyclic aromatic hydrocarbons in aerosols and clouds 

using COSMOtherm 

2017 Journal of CO2 Utilization link 

https://pubs.acs.org/doi/abs/10.1021/acs.cgd.7b01748
https://www.sciencedirect.com/science/article/pii/S2212982016304917
https://onlinelibrary.wiley.com/doi/abs/10.1002/polb.24364
https://www.sciencedirect.com/science/article/pii/S0167732217313788
https://acp.copernicus.org/articles/17/7529/2017/
https://pubs.acs.org/doi/abs/10.1021/acs.iecr.6b03857
https://pubs.acs.org/doi/abs/10.1021/acs.jpca.7b04847
https://www.tandfonline.com/doi/abs/10.1080/00986445.2016.1254086
https://pubs.rsc.org/en/content/articlehtml/2017/em/c6em00636a
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68 Mattia Turchi 

Multi-scale modelling of solute partition equilibria of 

micelle-water and microemulsion-water systems using 

molecular dynamics and COSMOtherm 

2017 
Journal of Polymer Science, Part 

B 
link 

69 Andreas Klamt 
Prediction of cyclohexane-water distribution coefficients 

with COSMO-RS on the SAMPL5 data set 
2016 Journal of Molecular Liquids link 

70 Sebastian Brox 
Alternative Single-Solvent Electrolytes Based on 

Cyanoesters for Safer Lithium-Ion Batteries 
2016 

Atmospheric Chemistry and 

Physics 
link 

71 Joseph O. Okeme 

Polydimethylsiloxane-air partition ratios for semi-volatile 

organic compounds by GC-based measurement and 

COSMO-RS estimation: Rapid measurements and 

accurate modelling 

2016 
Industrial & Engineering 

Chemistry Research 
link 

72 Xingang Li 

Ionic liquid-assisted solvent extraction for unconventional 

oil recovery: computational simulation and experimental 

tests 

2016 
The Journal of Physical 

Chemistry A 
link 

73 Meysam Lotfi 

Analysis of multiple solvation interactions of 

methotrexate and ammonium based ionic liquids using 

COSMO-RS 

2016 
Chemical Engineering 

Communications 
link 

74 Huihong Liu 

Interpretation and prediction of the vapor–liquid 

equilibrium of formaldehyde-water-methanol ternary 

system by the conductor-like screening model for real 

solvents 

2016 
Environmental Science: 

Processes & Impacts 
link 

https://www.sciencedirect.com/science/article/pii/B9780444639653504645
https://link.springer.com/article/10.1007/s10822-016-9927-y
https://chemistry-europe.onlinelibrary.wiley.com/doi/abs/10.1002/cssc.201600369
https://www.sciencedirect.com/science/article/pii/S0045653516305847
https://pubs.acs.org/doi/abs/10.1021/acs.energyfuels.6b01291
https://www.sciencedirect.com/science/article/pii/S1877705816309316
https://www.sciencedirect.com/science/article/pii/S0378381216304472
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75 Melissa Ines Gomis 

A modeling assessment of the physicochemical 

properties and environmental fate of emerging and novel 

per-and polyfluoroalkyl substances 

2015 
Computer Aided Chemical 

Engineering 
link 

76 Yongsheng Zhao 
A quantitative prediction of the viscosity of ionic liquids 

using S σ-profile molecular descriptors 
2015 

Journal of Computer-Aided 

Molecular Design 
link 

77 Christoph Schütter 
Toward new solvents for EDLCs: from computational 

screening to electrochemical validation 
2015 ChemSusChem link 

78 Tamara Husch 

Large-scale virtual high-throughput screening for the 

identification of new battery electrolyte solvents: 

computing infrastructure and collective properties 

2015 Chemosphere link 

79 J. Mark Parnis 

Temperature dependence of Henry's law constants and 

KOA for simple and heteroatom-substituted PAHs by 

COSMO-RS 

2015 Energy & Fuels link 

80 Tamara Husch 
Charting the known chemical space for non-aqueous 

lithium-air battery electrolyte solvents 
2015 Procedia Engineering link 

81 W. Jeffrey Horne 
Effect of branched and cycloalkyl functionalities on CO2 

separation performance of poly (IL) membranes 
2015 Fluid Phase Equilibria link 

82 Chen Wang 

Calculating Equilibrium Phase Distribution during the 

Formation of Secondary Organic Aerosol Using 

COSMOtherm 

2015 
Science of The Total 

Environment 
link 

83 Anett Geisler 
Predicting storage-lipid water partitioning of organic 

solutes from molecular structure 
2015 

Physical Chemistry Chemical 

Physics 
link 

https://www.sciencedirect.com/science/article/pii/S0048969714015071
https://pubs.rsc.org/en/content/articlehtml/2014/cp/c4cp04712e
https://pubs.acs.org/doi/abs/10.1021/acs.jpcc.5b02113
https://pubs.rsc.org/en/content/articlehtml/2015/cp/c4cp04338c
https://www.sciencedirect.com/science/article/pii/S1352231015002563
https://pubs.rsc.org/en/content/articlehtml/2015/cp/c5cp02937f
https://www.sciencedirect.com/science/article/pii/S1383586615000921
https://pubs.acs.org/doi/abs/10.1021/acs.est.5b01584
https://pubs.acs.org/doi/abs/10.1021/es506336m
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84 Markéta Paloncýová 
Amphiphilic drug-like molecules accumulate in a 

membrane below the head group region 
2014 

The Journal of Physical 

Chemistry C 
link 

85 Chen Wang 
Measuring and modeling the salting-out effect in 

ammonium sulfate solutions 
2014 

Physical Chemistry Chemical 

Physics 
link 

86 W. Jeffrey Horne 
Correlating fractional free volume to CO2 selectivity in 

[Rmim][Tf2N] ionic liquids 
2014 Atmospheric Environment link 

87 Angelika Stenzel 

Prediction of partition coefficients for complex 

environmental contaminants: Validation of COSMOtherm, 

ABSOLV, and SPARC 

2014 
Physical Chemistry Chemical 

Physics 
link 

88 Jens Reinisch 
Prediction of free energies of hydration with COSMO-RS 

on the SAMPL4 data set 
2014 

Separation and Purification 

Technology 
link 

89 Vasu Neela 

Addition of malodorants to lighter gas–The phase 

equilibrium properties of mixtures of lighter gas and 

selected substances 

2014 
Environmental Science & 

Technology 
link 

90 Juliane Glüge 
Calculation of physicochemical properties for short-and 

medium-chain chlorinated paraffins 
2013 

Environmental Science & 

Technology 
link 

91 Matthew S. Shannon 
Properties and Performance of Ether-Functionalized 

Imidazoles as Physical Solvents for CO2 Separations 
2013 

The Journal of Physical 

Chemistry B 
link 

92 Patrick C. Hillesheim 

Effect of alkyl and aryl substitutions on 1, 2, 4-triazolium-

based ionic liquids for carbon dioxide separation and 

capture 

2013 
Environmental Science & 

Technology 
link 

https://pubs.acs.org/doi/abs/10.1021/jp4112052
https://pubs.acs.org/doi/abs/10.1021/es5035602
https://www.sciencedirect.com/science/article/pii/S002196141400086X
https://setac.onlinelibrary.wiley.com/doi/abs/10.1002/etc.2587
https://link.springer.com/article/10.1007/s10822-013-9701-3
https://www.sciencedirect.com/science/article/pii/S0263876214004134
https://pubs.aip.org/aip/jpr/article/42/2/023103/242014
https://pubs.acs.org/doi/abs/10.1021/ef400362b
https://pubs.rsc.org/en/content/articlehtml/2012/ra/c2ra22646d
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93 Jason E. Bara 

COSMOTherm as a Tool for Estimating the 

Thermophysical Properties of Alkylimidazoles as Solvents 

for CO2 Separations 

2013 
The Journal of Chemical 

Thermodynamics 
link 

94 S. I. Mustapha 

Improvement of carbon dioxide absorption technology 

using conductor-like screening model for real solvents 

(COSMO-RS) method 

2013 
Environmental Toxicology and 

Chemistry 
link 

95 Andreas M. Buser 

Comparing the performance of computational estimation 

methods for physicochemical properties of 

dimethylsiloxanes and selected siloxanols 

2013 
Journal of Computer-Aided 

Molecular Design 
link 

96 A. Y. Zakari 

Computational study of environmental fate of ionic 

liquids using conductor-like screening model for real 

solvents (COSMO-RS) method 

2013 
Chemical Engineering Research 

and Design 
link 

97 Matthew S. Shannon 
Free volume as the basis of gas solubility and selectivity 

in imidazolium-based ionic liquids 
2012 

Journal of Physical and Chemical 

Reference Data 
link 

98 Yuriy A. Abramov 
Rational coformer or solvent selection for pharmaceutical 

cocrystallization or desolvation 
2012 Energy & Fuels link 

99 Laurianne Moity 
Panorama of sustainable solvents using the COSMO-RS 

approach 
2012 RSC Advances link 

100 Shannon M. Mahurin 
High CO 2 solubility, permeability and selectivity in ionic 

liquids with the tetracyanoborate anion 
2012 

Industrial & Engineering 

Chemistry Research 
link 

101 Juan Pablo Gutiérrez 
COSMO-RS-based ionic-liquid selection for extractive 

distillation processes 
2012 

Journal of Environmental 

Chemistry and Ecotoxicology 
link 

https://pubs.acs.org/doi/abs/10.1021/ie400094h
https://academicjournals.org/journal/JECE/article-full-text-pdf/03575343687.pdf
https://pubs.acs.org/doi/abs/10.1021/je400633h
https://academicjournals.org/journal/JECE/article-full-text-pdf/0FDB3EA3650
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