Thisarticleislicensed under a Creative Commons Attribution 3.0 Unported Licence.

Open Access Article. Published on 06 May 2025. Downloaded on 6/9/2026 2:26:29 PM.

(cc)

MSDE

Molecular Systems Design & Engineering
rsc.li/molecular-engineering

The Royal Society of Chemistry is the world's leading chemistry community. Through our high impact journals and publications we
connect the world with the chemical sciences and invest the profits back into the chemistry community.

IN THIS ISSUE
ISSN 2058-9689 CODEN MSDEBG  10(5) 340-426 (2025)

Cover

See Claire Donnat,

Yuxin Chen,

Junhong Chen et al.,

pp. 345-356.

Image reproduced by
permission of Junhong Chen
from Mol. Syst. Des. Eng.,
2025, 10, 345.

IChemE

PAPERS

\AVAYAYS
N N NV 4
AR KA P

I Y ATATY

f&j:] 20
A

(Local Structure Fingerprint§ (LDL Category)

[Glohal Physicochcmical}
Properties 1

Expediting field-effect transistor chemical sensor
design with neuromorphic spiking graph neural
networks

Rodrigo P. Ferreira, Rui Ding, Fengxue Zhang, Haihui Pu,
Claire Donnat,* Yuxin Chen* and Junhong Chen*
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Stable n-type organic small-molecule conductor
enabled by chemically doped ternary components
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The preparation of flame-retardant materials with
complex shapes based on a dual-modulus network
strategy

Xiaoyu Dong, Lingyu Xu, Jiawei Li, Qiangkun Zhang,

Zhongjun Cheng, Zhimin Xie,* Hanyu Ma,*
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Investigating structural biophysical features for
antigen-binding fragment crystallization via
machine learning

Krishna Gopal Chattaraj, Joana Ferreira, Allan S. Myerson
and Bernhardt L. Trout*
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Mesoscale modelling of polymer-mediated
adhesion: application to tack tests
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Transfer learning accelerated discovery of
conjugated oligomers for advanced organic
photovoltaics

Siyan Deng, Jing Xiang Ng and Shuzhou Li*
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