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Link

1 Rahul Jha

In silico cocrystal screening using COSMO-RS: A rapid and
efficient approach for solubility prediction and crystal

engineering

2025

Journal of Molecular Liquids

link

2 M. Kiene

Mafigeschneiderte tief eutektische Systeme als

zukunftsfahige Extraktionsmittel fir bioaktive Naturstoffe

2025

Lebensmittelchemie

link

3 H. Praler

Methodenoptimierung zur Gewinnung des Sesquiterpens
Alismol aus Bixa orellana mittels Hochleistungs
Gegenstromverteilungschromatographie (HPCCC) und in
silico COSMO - RS Berechnungen

2025

Lebensmittelchemie

link

4 Haoyang Xu

Cosolvents Screening and Data Association for the 1-

Octene Hydration Reaction System

2025

Journal of Solution Chemistry

link

5 Na Deng

A novel quantitative structure—property relationship model
for predicting the maximum volumetric heating capacity
and the corresponding working temperature of heat pump

refrigerants

2025

Chemical Engineering Science

link

6 Eva Pietropaoli

Exploring the Synergy between m—m Interactions and
Hydrogen-Bonding in the Formation of Type V Deep

Eutectic Solvents

2025

ACS Sustainable Chemistry &

Engineering

link

7 Se-Ra Jin

Development and optimization of imine-functionalized

cellulose adsorbent for anionic micropollutant removal

2025

Cellulose

link
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Chemical Engineering and
Micro-mechanism and process study of green deep
8 Ying Zhao 2025 Processing - Process link
eutectic solvents in water/ y -valerolactone separation
Intensification
) Alkylimidazolium-based ionic liquid Mixtures: The case of
9 Ylenia F. Rodriguez 2025 Journal of Molecular Liquids link
[EMIM][BF4] + [EMIM][MeSO3]
Heat-integrated extractive distillation for separating
tetrahydrofuran/methanol/water with ionic liquid-based Separation and  Purification
10  Gaomiao Zhang 2025 link
mixed entrainer: Molecular mechanism and process Technology
integration
Hydrophobic deep eutectic solvents as green solvents for Journal of environmental
11 Boutaina Illoussamen 2025 link
phenolic compounds extraction from olive mill wastewater chemical engineering
Computational study on amino acid base ionic liquids
12 Mehtab Ali Darban 2025 Materials research proceedings link
(AAILs) for gas separation using COSMO-RS
Methodological Roadmap for Machine Learning in Deep
Industrial & Engineering
13 Ting Wu Eutectic Solvent Research: A Framework-Driven Review 2025 link
Chemistry Research
and Perspective
Automated Technologies for the
Recent Advances in Liquid—-Liquid Extraction in Flow of
14 Fedor Zhuravlev 2025 Development and Production of link
Radiometals for Positron Emission Tomography
Radiopharmaceuticals
Computational and Experimental Cocrystal Screening of
15 Yuriy A. Abramov Tiopronin and Dapagliflozin APls: Development and 2025 Crystal Growth & Design link

Validation of a New Virtual Screening Model
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https://doi.org/10.1016/j.molliq.2025.127957
https://doi.org/10.1016/j.seppur.2024.129843
https://doi.org/10.1016/j.jece.2025.116336
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Driving the future of cosmetics, fragrances and foods with

Current Opinion in Colloid &

16  Théophile Gaudin 2025 link
COSMO-RS.Part 2-From theory to practice Interface Science
Physicochemical Properties and Molecular Interactions of
Long-Chain 1-Alkanols and N-Dodecyl-2-pyrrolidone: Journal of Chemical &
17  Shengchao Xu 2025 link
Density, Viscosity, Thermodynamics, Spectroscopy, and Engineering Data
Theoretical Calculations
Strategies to Reduce Uncertainties from the Best Available
Environmental Science &
18  Changyue Xing Physicochemical Parameters Used for Modeling Novel 2025 link
Technology
Organophosphate Esters across Multimedia Environments
Machine learning modeling of the CO2 solubility in ionic
19  Juho-Pekka Laakso 2025 Chemical Engineering Science link
liguids by using o -profile descriptors
Biomass-Derived Solvents and Low-GWP Refrigerants as ACS Sustainable Chemistry &
20 Miguel Viar 2025 link
Working Fluids for Sustainable Absorption Refrigeration Engineering
Solubility Enhancement of valine using deep eutectic
21  Zaeem Aman 2025 Journal of Molecular Liquids link
Solvents: COSMO-RS and experimental validation
Quantum Chemistry-Guided Machine Learning for
ACS Sustainable Chemistry &
22 Dingkai Hu Accelerated Design of CO2-Solubilizing Deep Eutectic 2025 link
Engineering
Solvents
Experimental Determination of pKa for 10 PFAS, Mono-, Environmental Science &
23 Damalka Balasuryia 2025 link
Di-, and Trifluoroacetic Acid by 19F-NMR Technology Letters
Cocrystal Technology in the Screening of Pharmaceutical
24 Yinxin Yang 2025 Crystal Research and Technology  link

Solid Forms and Chiral Resolution of Drugs: a Review

©MOLSIS Inc.

2025/11/20 1ERK


https://doi.org/10.1016/j.cocis.2024.101876
https://doi.org/10.1021/acs.jced.4c00635
https://doi.org/10.1021/acs.est.4c11028
https://doi.org/10.1016/j.ces.2025.121226
https://doi.org/10.1021/acssuschemeng.5c00258
https://doi.org/10.1016/j.molliq.2025.126949
https://doi.org/10.1021/acssuschemeng.5c02555
https://doi.org/10.1021/acs.estlett.5c00688
https://doi.org/10.1002/crat.70013
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Desulfurizative Fluorination of N-CF(3) Thioformamides

Angewandte Chemie
25  Gina Wycich for the Efficient Synthesis of N(CF(3))(CF(2)H) Amines 2025 link
International Edition
with Enhanced Stability
Sustainable drug delivery innovations: Enhancing Ferulic
26 Souhib Bennaadja Acid release using Deep Eutectic Solvents in dimyristoyl 2025 Journal of Molecular Liquids link
phosphatidylcholine (DMPC) systems
Discovery of Cilnidipine Cocrystals with Enhanced
27 Matteo Guidetti Dissolution by the Use of Computational Tools and 2025 Crystal Growth & Design link
Semiautomatic High-Throughput Screening
Driving the future of cosmetics, fragrances, and foods with
Current Opinion in Colloid &
28  Théophile Gaudin COSMO-RS. Part 1 — Bibliometric analysis and 2025 link
Interface Science
introductory framework
Influence of functional groups on drug solubility using
29 Prathiksha Prabhakar 2025 Journal of Molecular Modeling link
choline chloride-based deep eutectic solvents
Enantioseparation of ofloxacin using a liquid — liquid Separation and  Purification
30  Mahtab Moradi 2025 link
extraction system based on hydrophobic eutectic solvents Technology
Recent Advances in the Modeling of lonic Liquids Using Journal of Chemical Information
31 Adrian Racki 2025 link
Artificial Neural Networks and Modeling
Rational design of natural deep eutectic solvents
32 Martina Bagovi¢ Koli¢  contributes to desirable shift of ciprofloxacin in 2025 Journal of Molecular Liquids link

Biopharmaceutics classification system
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https://doi.org/10.1002/anie.202506154
https://doi.org/10.1016/j.molliq.2025.127572
https://doi.org/10.1021/acs.cgd.5c00184
https://doi.org/10.1016/j.cocis.2024.101874
https://doi.org/10.1007/s00894-025-06474-w
https://doi.org/10.1016/j.seppur.2024.128462
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https://doi.org/10.1016/j.molliq.2024.126750
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Sustainable isolation of ginger (Zingiber officinale) herbal

33 Mirjana Sulejmanovi¢  dust bioactive compounds with favorable toxicological 2025 Food Chemistry link
profile employing natural deep eutectic solvents (NADES)
Efficient separation of methanol, acetonitrile, and benzene
Separation and  Purification
34 Yichun Dong ternary azeotropic mixture using ionic liquid in extractive 2025 link
Technology
distillation
Unveiling the interaction between micelles of different
35 Dawei Zhen surface-active ionic liquids and peptide drug HPV16E749- 2025 Materials Today Chemistry link
57
Multiscale characterization of ethanol —amino alcohol
36 M.M. Alavianmehr mixtures: thermophysical properties, hydrogen bonding, 2025 Journal of Molecular Liquids link
and in silico assessment for CO, capture
, , Methoxyphenols extraction from hydrodeoxygenation
Sebastian Ormazabal-
37 Lat aliphatic-model phases: An in-silico and experimental 2025 Journal of Molecular Liquids link
atorre
study
Solvent Screening for Separation Processes Using
38  Justin P. Edaugal 2025 Chem & Bio Engineering link
Machine Learning and High-Throughput Technologies
) Design of protein-stabilizing deep eutectic solvents: a
39  Anja Damjanovic 2025 Journal of Molecular Liquids link
combined experimental and computational approach
lonic liquid-based hybrid acidic catalysts enabling phase
40  Wenquan Wu splitting and reactive separation for methyl esterification 2025 Chemical Engineering Science link

of long-chain fatty acids
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https://doi.org/10.1016/j.foodchem.2024.141545
https://doi.org/10.1016/j.seppur.2024.131018
https://doi.org/10.1016/j.mtchem.2025.102662
https://doi.org/10.1016/j.molliq.2025.128365
https://doi.org/10.1016/j.molliq.2025.127869
https://doi.org/10.1021/cbe.4c00170
https://doi.org/10.1016/j.molliq.2025.128259
https://doi.org/10.1016/j.ces.2025.121595
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Highly parallel optimisation of chemical reactions through

41 Joshua W. Sin 2025 Nature Communications link
automation and machine intelligence
Evaluation of Green and Biobased Solvent Systems for the
42  Vanessa Buchweitz Extraction of beta-Carotene and Lipids from 2025 ACS Omega link
Rhodosporidium toruloides
Anantha Rajmohan Navigating Solid-Form Screening Using In Silico Methods
43 2025 Crystal Growth & Design link
Muthusamy Validated with Experimental Data for a Drug-like Molecule
A cross-linked sulfonated polyimide membrane with
44 Yuxuan Zheng regulated acid-base interaction and high-performance for 2025 Journal of Membrane Science link
vanadium redox flow battery
Challenges and advances in
Applications of Predictive QSPR Modeling for Deep
45  Amit Kumar Halder 2025 computational chemistry and link
Eutectic Solvents
physics
Machine learning-driven generation and screening of
46 Mengyang Qu 2025 Journal of Cheminformatics link
potential ionic liquids for cellulose dissolution
Tire-Derived Organic Chemicals in Urban Air at the
Cassandra
47 Source-Sector Scale and Guidance on the Application of 2025 ACS ES&T Air link
Johannessen
Polyurethane Foam Disk Passive Air Samplers
Effect of Structural Isomerism in Imidazolium-Based lonic Industrial & Engineering
48  Sojung Seo 2025 link
Liquid on Polycarbonate Ethanolysis Chemistry Research
Accelerating reaction rate predictions: a machine learning
Machine Learning Science and
49 Lowie Tomme approach using a novel quantum chemical property for 2025 link
Technology

nucleophilic aromatic substitutions
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https://doi.org/10.1038/s41467-025-61803-0
https://doi.org/10.1021/acsomega.4c10851
https://doi.org/10.1021/acs.cgd.4c01740
https://doi.org/10.1016/j.memsci.2024.123651
https://doi.org/10.1007/978-3-031-78724-9_7
https://doi.org/10.1186/s13321-025-01018-z
https://doi.org/10.1021/acsestair.5c00013
https://doi.org/10.1021/acs.iecr.5c02500
https://doi.org/10.1088/2632-2153/adfd37
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Development of a Generalizable Gradient Boosting

ACS Applied Engineering
50 Kimia Fereydooni Regression-Based Framework for Predicting the 2025 y | link
aterials
Properties of Single and Binary IL Systems
Predicting thermally-stable fluids for vanadium flow
Computational and Theoretical
51  Jingrui Xiang battery based on conductor-like screening model for 2025 Chemist link
emistry
realistic solvation (COSMO-RS) theory
Per- and polyfluoroalkyl substances (PFAS) in the marine
52 Qi Wang 2025 Marine Pollution Bulletin link
environment: An overview and prospects
Enhancing the Solubility of Dihomo - gamma - Linolenic
53  Adeeb Hayyan Acid Using Natural Deep Eutectic Solvents for Human 2025 ChemistrySelect link
Tumors Therapy Development
Investigation on the molecular interaction mechanisms of
Separation and  Purification
54 YiHu ionic liquid-organic mixed entrainers for azeotrope 2025 link
Technology
separation in extractive distillation
Separation of ethanol/n-hexane azeotrope by imidazolium Separation and  Purification
55 Yu Wang 2025 link
ionic liquids: Experimental study and mechanism analysis Technology
Determining the Temperature-Dependent Air-Water
) Partitioning of Ether- and Thioether-Alcohol Perfluoroalkyl Environmental Science &
56  Viktoria Licul-Kucera 2025 link
and Polyfluoroalkyl Substances Using a Modified Static Technology
Headspace Method
Predicting Surface Tension of Organic Molecules using Systems and Control
57 Flora Esposito 2025 link

COSMO-RS Theory and Machine Learning

Transactions
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https://doi.org/10.1021/acsaenm.5c00111
https://doi.org/10.1016/j.comptc.2025.115337
https://doi.org/10.1016/j.marpolbul.2025.117993
https://doi.org/10.1002/slct.202405605
https://doi.org/10.1016/j.seppur.2025.132262
https://doi.org/10.1016/j.seppur.2024.130063
https://doi.org/10.1021/acs.est.4c11447
https://doi.org/10.69997/sct.187062
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Identification of Ti(salen) Complexes for Efficient Angewandte Chemie
58 Niklas Schmickler 2025 link
Catalysis in Single-Electron Steps by Cyclic Voltammetry International Edition
Photolytic and Thermal Reactions of
Journal of the American Chemical
59 Linkun Miao [C(6)H(4)(PPh(2))(2)(mu-N(2))] and Its Lewis Acid 2025 Sociot link
ociety
Adducts: N-N Bond Cleavage and Liberation of N(2)
Design Space Exploration and Machine Learning
Journal of Chemical Information
60  Ashfaq Iftakher Prediction of Hydrofluorocarbon Solubility in lonic Liquids 2025 link
and Modeling
for Refrigerant Separation
An innovative approach for the recovery of nobiletin,
Guilherme Dallarmi hesperidin, and other phytochemicals from tangerine
61 2025 Food Chemistry link
Sorita leaves (Citrus reticulata) by-products using a solvent
mixture based on natural compounds
Cyclosiloxane artifacts explain reported Henry’s law
62  Sophia K. Nelson 2025 Journal of Hazardous Materials link
constants for nonvolatile fluorotelomer sulfonates
63 Sabrina Belén Characterizing the Potential of Phosphonium-Based lonic 2005 Industrial & Engineering ik
in
Rodriguez-Reartes Liquids for CO2 Capture via Multiscale Modeling Chemistry Research
Efficient capture of DMC and CO2 in battery electrolyte Separation and  Purification
64 Pan Xu 2025 link
VOCs with organic solvent plus ionic liquid Technology
Reversible C-H Bond Activation of Unactivated Arenes by Journal of the American Chemical
65 Leon Gomm 2025 link
a Nickel-Silylene Complex Society
Synthesis, Characterization and Electrochemical
European Journal of Inorganic
66  Timo Fockenberg Properties of Tri and Tetranuclear Colll - Oxo 2025 link
Chemistry

Complexes
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https://doi.org/10.1002/anie.202507673
https://doi.org/10.1021/jacs.4c16123
https://doi.org/10.1021/acs.jcim.5c01216
https://doi.org/10.1016/j.foodchem.2025.144628
https://doi.org/10.1016/j.jhazmat.2025.138316
https://doi.org/10.1021/acs.iecr.5c01361
https://doi.org/10.1016/j.seppur.2025.132397
https://doi.org/10.1021/jacs.5c10922
https://doi.org/10.1002/ejic.202500170
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Applications of Computational

67  Sasmit Yewale Computational Tools for Solubility Prediction 2025 Tools in Drug Design and link
Development
Theoretical and Experimental Exploration of
Industrial & Engineering
68 Pengpeng Yang Multicomponent Forms of Cordycepin for Sustained 2025 link
Chemistry Research
Release
Unraveling  molecular interactions: A  study of
69  M.M. Alavianmehr [BMIM][SCN] ionic liquid blends with 1,2-propanediol and 2025 Journal of Molecular Liquids link
benzyl alcohol
Machine Learning-Driven Optimization of Continuous- Organic Process Research &
70 Perman Jorayev 2025 link
Flow Photoredox Amine Synthesis Development
71 Wei Ge Machine Learning in Polymer Research 2025 Advanced Materials link
Nano structural regulation of lignin and evaluation of its
International Journal of Biological
72 Xinyu Wu ultraviolet light absorption properties through quantum 2025 link
Macromolecules
chemistry calculations
Exploring the Long-Term Human Exposure to Short-,
Environmental Science &
73  Chengkang Chen Medium-, and Long-Chain Chlorinated Paraffins under 2025 link
Technology
Variant Environmental Release Trends and Patterns
Eco-Friendly Solvents for Bioactives: Solubilization of ACS Sustainable Chemistry &
74 Sara Gracia-Barberan 2025 link
Hydroxycinnamic Acids in Glycerol-Derived Ethers Engineering
Towards sustainable cosmetic Ingredients: A Simplified in
) Separation and  Purification
75 Mervé Yagmur silico approach for selecting Innovative natural mixtures as 2025 link
Technology

solvents in biomass extraction
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https://doi.org/10.1007/978-981-96-4154-3_11
https://doi.org/10.1021/acs.iecr.5c00224
https://doi.org/10.1016/j.molliq.2025.127215
https://doi.org/10.1021/acs.oprd.4c00533
https://doi.org/10.1002/adma.202413695
https://doi.org/10.1016/j.ijbiomac.2025.139607
https://doi.org/10.1021/acs.est.5c03754
https://doi.org/10.1021/acssuschemeng.5c00269
https://doi.org/10.1016/j.seppur.2025.133343
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Liquid-liquid equilibrium and modelling insight: molecular

interaction analysis of water + methanol + dimethyl Physical Chemistry Chemical
76  Juho-Pekka Laakso 2025 link
carbonate + 1-ethyl-3-methylimidazolium Physics
methanesulfonate ternary systems
An integrated ML model for the prediction of the melting
77 Dian Jin points, phase diagrams, and eutectic points of the Type lll 2025 Chemical Engineering Science link
and V deep eutectic solvents
Toward Sustainable Biphasic Systems Using Deep
Eutectic Solvents and Bio-Based Solvents for Centrifugal Industrial & Engineering
78 Laetitia Reinert 2025 link
Partition  Chromatography: An  Experimental and Chemistry Research
Theoretical Study Using COSMO-RS
pK(a) Data-Driven Insights into Multiple Linear
Environmental Science &
79  Jovian Lazare Regression  Hydrolysis  QSARs:  Applicability to 2025 link
Technology
Perfluorinated Alkyl Esters
Accelerated Screening of Deep Eutectic Solvents for
Industrial & Engineering
80  Zakiah D. Nurfajrin Nickel/Cobalt Extraction: Integrating Quantum Chemistry, 2025 link
Chemistry Research
Machine Learning, and Experimental Validation
Multilevel screening and mechanism analysis of ionic Separation and  Purification
81 Qian Liu 2025 link
liquids for separating pyridine from coal pyrolysis model oil Technology
Rational design of hydrophobic type V deep eutectic
82 Hao Qin 2025 Chemical Engineering Science link

solvents as efficient CO2 absorbents
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https://doi.org/10.1039/d5cp02239h
https://doi.org/10.1016/j.ces.2025.121245
https://doi.org/10.1021/acs.iecr.5c00298
https://doi.org/10.1021/acs.est.4c11596
https://doi.org/10.1021/acs.iecr.4c03736
https://doi.org/10.1016/j.seppur.2025.131856
https://doi.org/10.1016/j.ces.2025.121904
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QSAR modeling to describe n-octanol-water partition

83 Peng Liao coefficients of  perfluorinated/polyfluorinated  alkyl 2025 Marine Pollution Bulletin link
compounds
Journal of Computational
84  Jonathan W. Zheng pK(a) prediction in non-aqueous solvents 2025 link
Chemistry
Revisiting Tautomerism and Rotamerism of 1,2-Dyhidro-
Russian Journal of General
85  S.A. Katsyuba N-(2-hydroxyethyl)-4,6-dimethyl-2-oxopyrimidine  (Drug 2025 Chemist link
emistry
Xymedon) in Aqueous and Lipophilic Media
The potential for atmospheric transport of contaminants
86  J. Mark Parnis to remote lakes: An assessment using COSMO-RS 2025 Chemosphere link
solvation theory
Generating eco-friendly ionic liquids with enhanced CO2
87  Adroit T.N. Fajar 2025 Artificial Intelligence Chemistry link
solubility using language models
88  Juda Baikété Machine learning prediction of pKa of organic acids 2025 Artificial Intelligence Chemistry link
Integration of COSMO-RS and ANN-GA for extraction of
89  Yufeng Zeng echinacoside and acteoside from Cistanche deserticola 2025 Food Chemistry link
using natural deep eutectic solvents
Analysis of steric hindrance in the separation of ethanol-
90  Wenli Liu methyl acetate azeotropic mixture using deep eutectic 2025 AIChE Journal link
solvents
An in silico study on the carbon capture performance of
91 Sara Rozas 2025 Fuel link

menthol-based natural deep eutectic solvent
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https://doi.org/10.1016/j.marpolbul.2025.117594
https://doi.org/10.1002/jcc.27517
https://doi.org/10.1134/S1070363225603527
https://doi.org/10.1016/j.chemosphere.2025.144555
https://doi.org/10.1016/j.aichem.2025.100089
https://doi.org/10.1016/j.aichem.2025.100092
https://doi.org/10.1016/j.foodchem.2025.145440
https://doi.org/10.1002/aic.18808
https://doi.org/10.1016/j.fuel.2025.134784
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Integrated Molecular Screening and Process Optimization

ACS Sustainable Chemistry &

92  Ashfaq Iftakher To Identify lonic Liquids for Energy-Efficient Refrigerant 2025 link
Engineering

Separation
Assessing Electronic - Structure Methods for Redox International Journal of Quantum

93  Lukas Hehn 2025 link
Potentials of an Iron - Sulfur Cluster Chemistry
Advancements in Computational Screening Methods for Cocrystals in  Pharmaceutical

94 Maan Singh 2025 link
Pharmaceutical Cocrystals Sciences
Effect of Hydration States on the Anti-Icing/Frosting

95  Eunji Lee 2025 Langmuir link
Performance of Zwitterionic Hydrogel-Coated Surfaces
Artificial Intelligence in the Discovery of Deep Eutectic

96  Joao P. Santos 2025 ACS Omega link
Solvents with Lubricant Applications
Computational Design of Natural Deep Eutectic Systems ACS Sustainable Chemistry &

97  Akshat S. Mallya 2025 link
Using COSMO-RS for Ice Control Applications Engineering

98  Dinis O. Abranches Exploring the role of temperature on hydrotropy 2025 Chemical Engineering Science link
Efficient cooling crystallization of phytosterol assisted by

99  Kong Fanzhuo 2025 Journal of Molecular Liquids link
solubility and thermodynamics analysis in organic solvents
Remarkable chlorobenzene absorption by carboxylic acid Separation and  Purification

100 Chengna Dai 2025 link
based deep eutectic solvents Technology
In-situ formation of hydrophobic deep eutectic solvents to

Separation and  Purification
101  Shengchao Xu separate lactic acid: Lactam as hydrogen bond acceptor 2025 link

and lactic acid as hydrogen bond donor

Technology
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https://doi.org/10.1021/acssuschemeng.5c05520
https://doi.org/10.1002/qua.70068
https://doi.org/10.1002/9781394302505.ch3
https://doi.org/10.1021/acs.langmuir.4c04359
https://doi.org/10.1021/acsomega.5c05944
https://doi.org/10.1021/acssuschemeng.5c01597
https://doi.org/10.1016/j.ces.2025.121759
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https://doi.org/10.1016/j.seppur.2024.130683
https://doi.org/10.1016/j.seppur.2024.128511
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Evaluation of hexamethyldisiloxane/ethyl
102 Kai Wang isobutyrate/ethanol/water solvent system for liquid-liquid 2025 Journal of Chromatography A link
chromatography
Reaction Equilibria in the Hydrogen Loading and Release
Chemical Engineering &
103  Barbara Bong of  the LOHC  System Benzyltoluene/Perhydro 2025 link
Technology
Benzyltoluene
Predicting deep eutectic solvents for absorption of SO2 Separation and  Purification
104  Dian Jin 2025 link
based on multilayer perceptron Technology
Multi-fidelity graph neural networks for predicting
105 Thomas Nevolianis 2025 Journal of Cheminformatics link
toluene/water partition coefficients
Comparison of deep eutectic solvents and ionic liquids
Journal of environmental
106  Chao Sun effects on the separation of Isopropyl alcohol-Isopropyl 2025 link
chemical engineering
acetate based on experiments and molecular simulations
In silico characterization of Ciwujianoside E: Structural
A. Marta Navarro- Computational and Structural
107 features, solvation dynamics, and eco-toxicological 2025 link
Cunado Biotechnology Journal
assessment
Calculated solvation and ionization energies for thousands
108 Jan Weinreich 2025 arXiv (Cornell University) link
of organic molecules relevant to battery design
Joint Partial Least Squares Modeling of Experimental and
109  Fritz Wortelkamp Computational Data for Electrolyte Prescreening in 2025 ChemElectroChem link
Lithium=Sulfur Batteries
Successes and failures predicting the solubility of solid
110 Johanna Timhagen 2025 Electrochimica Acta link

electrolyte interphase (SEl) species
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https://doi.org/10.1016/j.chroma.2025.465873
https://doi.org/10.1002/ceat.12002
https://doi.org/10.1016/j.seppur.2024.128594
https://doi.org/10.1186/s13321-025-01057-6
https://doi.org/10.1016/j.jece.2025.116095
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https://doi.org/10.1016/j.electacta.2025.147051
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Calculated solvation and ionization energies for thousands

Machine Learning Science and

111 Jan Weinreich 2025 link
of organic molecules relevant to battery design Technology
Molecular Chemical Engineering-Aided Design and
The Journal of Physical
112 Arya Das Assessment of an Alternate Ligand-Solvent System for 2025 link
Chemistry B
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225 2024  ACS Food Science & Technology link
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Selective and Efficient Light-Driven CO2 Reduction to CO
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Calculations and Screening for Eco-Friendly, High- Engineering
Efficiency Pesticide Systems
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Differential uptake and translocation of perfluoroalkyl
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critical influencing factors

2024
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Green and efficient method to acquire high-value
phycobiliprotein from microalgal biomass involving deep
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