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The materials experiment knowledge graph

Michael J. Statt,* Brian A. Rohr,* Dan Guevarra,
Ja'Nya Breeden, Santosh K. Suram and John M. Gregoire*
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A rheologist's guideline to data-driven recovery of
complex fluids' parameters from constitutive models

Milad Saadat, Deepak Mangal and Safa Jamali*
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Biomass to energy: a machine learning model for
optimum gasification pathways

Maria Victoria Gil,* Kevin Maik Jablonka, Susana Garcia,
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Machine learning reaction barriers in low data
regimes: a horizontal and diagonal transfer learning
approach

Samuel G. Espley, Elliot H. E. Farrar, David Buttar,
Simone Tomasi and Matthew N. Grayson®
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ML Barrier Predictions

« Different but related reaction class
< Higher target level of theory
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A scalable neural network architecture for self-
supervised tomographic image reconstruction
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Benchmarking protein structure predictors to assist
machine learning-guided peptide discovery
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Model-based evaluation and data requirements for
parallel kinetic experimentation and data-driven
reaction identification and optimization

Nathan Jiscoot, Evgeny A. Uslamin* and Evgeny A. Pidko*
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Automated patent extraction powers generative
modeling in focused chemical spaces

Akshay Subramanian, Kevin P. Greenman, Alexis Gervaix,
Tzuhsiung Yang and Rafael Gomez-Bombarelli®
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Discovery of lead quinone cathode materials for Li-
ion batteries

Xuan Zhou, Abhishek Khetan, Jie Zheng, Mark Huijben,
René A. J. Janssen and Siilleyman Er*
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A high-throughput workflow for the synthesis of
CdSe nanocrystals using a sonochemical materials
acceleration platform

Maria Politi, Fabio Baum, Kiran Vaddi, Edwin Antonio,
Joshua Vasquez, Brittany P. Bishop, Nadya Peek,
Vincent C. Holmberg and Lilo D. Pozzo*
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ESAMP: event-sourced architecture for materials
provenance management and application to
accelerated materials discovery
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Feature selection in molecular graph neural
networks based on quantum chemical approaches

Daisuke Yokogawa™ and Kayo Suda
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Chemical design with GPU-based Ising machines

Zetian Mao, Yoshiki Matsuda, Ryo Tamura*
and Koji Tsuda*®

Searching chemical action and network (SCAN): an
interactive chemical reaction path network platform

Mikael Kuwahara, Yu Harabuchi, Satoshi Maeda,*
Jun Fujima® and Keisuke Takahashi*
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Molecular screening for solid—solid phase transitions
by machine learning

Daisuke Takagi, Kazuki Ishizaki, Toru Asahi
and Takuya Taniguchi*
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MacroConf — dataset & workflows to assess cyclic
peptide solution structures

Daniel Crusius, Jason R. Schnell, Flaviu Cipcigan and
Philip C. Biggin*

This journal is © The Royal Society of Chemistry 2023


http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d3dd90019c

Open Access Article. Published on 08 August 2023. Downloaded on 12/5/2025 4:13:48 PM.

Thisarticleislicensed under a Creative Commons Attribution 3.0 Unported Licence.

(cc)

PAPERS

View Article Online

A transferable double exponential potential for
condensed phase simulations of small molecules

Joshua T. Horton, Simon Boothroyd,
Pavan Kumar Behara, David L. Mobley and Daniel J. Cole*
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GitHub as an open electronic laboratory notebook
for real-time sharing of knowledge and collaboration

Kymberley R. Scroggie, Klementine J. Burrell-Sander,
Peter J. Rutledge and Alice Motion*
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In silico discovery of a new class of anolyte
redoxmers for non-aqueous redox flow batteries

Akash Jain, llya A. Shkrob, Hieu A. Doan, Lily A. Robertson,
Lu Zhang and Rajeev S. Assary™
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A scientific machine learning framework to
understand flash graphene synthesis

Kianoosh Sattari, Lucas Eddy, Jacob L. Beckham,
Kevin M. Wyss, Richard Byfield, Long Qian,
James M. Tour* and Jian Lin*

This journal is © The Royal Society of Chemistry 2023

Direct input parameters:

© L model
* Materials type Multi-physics / """"""""""
+ Materials physical w» simulation:

properties: PS, R, SA, SP2 \ | Tsim,
+ Mass (scale-up )
o FJH parameters

« Pretreatment voltage

Proxy models
+ Voltage for current

+ Capacitance parameters: |,
i I, CDyr

Digital Discovery, 2023, 2, 887-895 | 895


http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d3dd90019c

