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+ More molecules supported (Customizable)
+ Added customizablility Semantic Constraints
« Streamlined and generalized + C:max. 4 bonds

« Cleaner and faster code

« QoL improvements SELFIES
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A rheologist's guideline to data-driven recovery of
complex fluids' parameters from constitutive models
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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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Model-based evaluation and data requirements for
parallel kinetic experimentation and data-driven
reaction identification and optimization
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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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Feature selection in molecular graph neural
networks based on quantum chemical approaches
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Chemical design with GPU-based Ising machines
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and Koji Tsuda*®
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Molecular screening for solid—solid phase transitions
by machine learning

Daisuke Takagi, Kazuki Ishizaki, Toru Asahi
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MacroConf — dataset & workflows to assess cyclic
peptide solution structures
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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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In silico discovery of a new class of anolyte
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Akash Jain, llya A. Shkrob, Hieu A. Doan, Lily A. Robertson,
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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*
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