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Design of shape morphing of liquid crystal
elastomers through pre-shaping methods

Xinyu Wang, Qin Xu and Rui Zhang*
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Unsymmetrical squaraine dyes with extended
conjugation for second-order nonlinear optics and
TiO, sensitization to far-red light: a computational
quantum chemical study

Eman Nabil* and Mohamed Zakaria
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Studying the influence of axial substituents on
hyperfluorescence in organic light-emitting diodes
using boron subphthalocyanines as fluorescent
emitters
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Incorporating chemical information in matrix
completion for efficient prediction of
multidimensional tunneling corrections
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Ritvind Suketana, Andrew Golembeski
and Joshua Lequieu*

This journal is © The Royal Society of Chemistry and IChemE 2025

Effect of relaxation coefficients
on performance

Bayesian Optimization chooses optimal
relaxation coefficients

10°
—— BayesOpt

—— Random

Poor performance

-
<

Aobt

Optimal 104

performance

10x to 200x
improvement

Timesteps to convergence
- "
ER Y

10 15 20

1072 10° 102 SCFT evaluation index

bt

Mol. Syst. Des. Eng., 2025, 10, 903-905 | 905


http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d5me90039e

