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235 Sequence determinants of protein phase separation and recognition by protein
phase-separated condensates through molecular dynamics and active learning
Arya Changiarath, Aayush Arya, Vasileios A. Xenidis, Jan Padeken and Lukas S. Stelzl

255 Discovery of highly anisotropic dielectric crystals with equivariant graph neural networks
Yuchen Lou and Alex M. Ganose

275 Leveraging natural language processing to curate the tmCAT, tmPHOTO, tmBIO,
and tmSCO datasets of functional transition metal complexes
Ilia Kevlishvili, Roland G. St. Michel, Aaron G. Garrison, Jacob W. Toney, Husain Adamji,
Haojun Jia, Yuriy Román-Leshkov and Heather J. Kulik

304 Are we fitting data or noise? Analysing the predictive power of commonly used
datasets in drug-, materials-, and molecular-discovery
Daniel Crusius, Flaviu Cipcigan and Philip C. Biggin

322 Prediction rigidities for data-driven chemistry
Sanggyu Chong, Filippo Bigi, Federico Grasselli, Philip Loche, Matthias Kellner
and Michele Ceriotti

345 Accurate and reliable thermochemistry by data analysis of complex thermochemical
networks using Active Thermochemical Tables: the case of glycine thermochemistry
Branko Ruscic and David H. Bross

373 Discovering structure–property correlations: general discussion

413 Specialising and analysing instruction-tuned and byte-level language models for
organic reaction prediction
Jiayun Pang and Ivan Vulić
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