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 9(7) 673-792 (2024)
Cover
See Igor L. Medintz et al.,
pp. 679-704.

Image reproduced by
permission of Igor Medintz,
US Naval Research Laboratory
from Mol. Syst. Des. Eng.,
2024, 9, 679.

Inside cover

See Kunal Roy et al.,

pp. 729-743.

Image reproduced by
permission of Kunal Roy (Brain
image by TheDigitalArtist via
Pixabay.com) from Mol. Syst.
Des. Eng., 2024, 9, 729.

Thisarticleislicensed under a Creative Commons Attribution 3.0 Unported Licence.

Open Access Article. Published on 01 July 2024. Downloaded on 3/16/2026 1:12:33 PM.

(cc)

IChemE

REVIEWS

Enhancing enzymatic activity with nanoparticle
display - an updated compendium and engineering
outlook
enzyme-NP
Shelby L. Hooe, Joyce C. Breger and Igor L. Medintz* 2
>
2
<
freely diffusing enzyme
Time >
A molecular-design approach for selective sulfate Aqueous Phase (D)= narc
separation from competitive acidic and alkaline o A @ " (O I @)
aqueous media o
a ® ® i ® O
Arghya Basu* and Sandeep Kumar Dey* ¥ ~ e r
L
A A

Organic Phase  Receptor A =CI/NO3z

This journal is © The Royal Society of Chemistry and IChemE 2024 Mol. Syst. Des. Eng., 2024, 9, 675-678 | 675


http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d4me90027h
https://pubs.rsc.org/en/journals/journal/ME
https://pubs.rsc.org/en/journals/journal/ME?issueid=ME009007

Open Access Article. Published on 01 July 2024. Downloaded on 3/16/2026 1:12:33 PM.

Thisarticleislicensed under a Creative Commons Attribution 3.0 Unported Licence.

(cc)

#® ROYAL SOCIETY
PP OF CHEMISTRY

Advances

At the heart of open access for
the global chemistry community

Editor-in-chief

Russell J Cox
Leibniz Universitat Hannover, Germany
We stand for:

Breadth We publish work in all
p areas of chemistry and reach a
global readership

Quality Research to advance the
chemical sciences undergoes
rigorous peer review for a trusted,

society-run journal

Submit your work now
rsc.li/rsc-advances

Registered charity number: 207890

Affordability Low APCs, discounts
and waivers make publishing open
access achievable and sustainable

Community Led by active
researchers, we publish quality
work from scientists at every
career stage, and all countries

@RSC_Adv


http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d4me90027h

Open Access Article. Published on 01 July 2024. Downloaded on 3/16/2026 1:12:33 PM.

Thisarticleislicensed under a Creative Commons Attribution 3.0 Unported Licence.

(cc)

COMMUNICATION

View Article Online

A Zn(n) pillared-layer ultramicroporous metal-
organic framework with matching molecular
pockets for C,H,/CO, separation

Rong Yang, Yu Wang,* Tao Zhang, Zhen Xu,*
Jian-Wei Cao and Kai-Jie Chen*

PAPERS

40 60 80 100
T (min/g)

Innovative strategies for the quantitative modeling
of blood-brain barrier (BBB) permeability:
harnessing the power of machine learning-based
q-RASAR approach

Vinay Kumar, Arkaprava Banerjee and Kunal Roy*

Calcultion

BBB dataset
s (1012 compounds) | -
Jecion

/ Dataset
division

| Development of machine | | Asinexand |
learning models ! InterBioscreen DB |

| (RF, AdaBoost, GB,EGB, |  (1,130315

| _SVM,LSVM,RR) | | compounds) |

Biobased copoly(acetal-triazole)s with tunable
degradable properties

. P &
Joseph C. Daniels, Guery Saenz and Colleen N. Scott* e < e o8 ﬁ 38
&g £ 7O e
1 Qg{"
Impact of composition ratio of donor and acceptor , o
moieties in c.onjugated polymer: optical and 0N S Whero R fs 2thyhexy oM S
electrochemical properties el )0, w30,
Shahjad and Asit Patra* R F R
Polymer ("1:4' Br@* ("“) Polymer
a (M4, M2 & M3 i Ngh HlXH P2
) n .
ratio 1: 1: 2) (M2) (M3) ( Mr;m'\)ﬂ ?81('\/2% n

This journal is © The Royal Society of Chemistry and IChemE 2024

A' D

Mol. Syst. Des. Eng., 2024, 9, 675-678 | 677


http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d4me90027h

Open Access Article. Published on 01 July 2024. Downloaded on 3/16/2026 1:12:33 PM.

Thisarticleislicensed under a Creative Commons Attribution 3.0 Unported Licence.

(cc)

PAPERS

View Article Online

<+

DNA nanostar structures with tunable auxetic
properties

Yancheng Du, Ruixin Li, Anirudh S. Madhvacharyula,
Alexander A. Swett and Jong Hyun Choi*

Sum

Sy
S et

A

Direct detection as a probe of platinum
nanoparticles encapsulated in MFI zeolite
nanocrystallite aggregates

Yaning Liu, Mengxue Gao, Chunming Zhong, Yi Wu,

Xiaoyuan Liao, Shuxiang Lv, Yan Jiang, Qiong Li*
and Yue Yao*

678 | Mol Syst. Des. Eng., 2024, 9, 675-678

Dox

Liquid metal-polymer nano-microconjugations as
an injectable and photo-activatable drug carrier

Tomoka Hirose, Robin Rajan, Eijiro Miyako*
and Kazuaki Matsumura*

This journal is © The Royal Society of Chemistry and IChemE 2024


http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d4me90027h

