
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(3) 237–325 (2024)

Cover
See Yusei Kobayashi et al.,
pp. 254–263.
Image reproduced by
permission of Yusei Kobayashi
from Mol. Syst. Des. Eng.,
2024, 9, 254.

MINI REVIEW

243

Recent advances in metal–organic frameworks for
lubrication

Chenxia Wang, Mingan Zhou, Hao Cao, Hualin Lin*
and Sheng Han*

PAPERS

254

Shear-induced structural and viscosity changes of
amphiphilic patchy nanocubes in suspension

Takahiro Ikeda, Yusei Kobayashi* and Masashi Yamakawa

Mol. Syst. Des. Eng., 2024, 9, 239–242 | 239This journal is © The Royal Society of Chemistry and IChemE 2024

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 0

5 
M

ar
ch

 2
02

4.
 D

ow
nl

oa
de

d 
on

 1
2/

4/
20

25
 1

0:
05

:4
6 

PM
. 

 T
hi

s 
ar

tic
le

 is
 li

ce
ns

ed
 u

nd
er

 a
 C

re
at

iv
e 

C
om

m
on

s 
A

ttr
ib

ut
io

n 
3.

0 
U

np
or

te
d 

L
ic

en
ce

.

View Article Online
View Journal  | View Issue

http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d4me90008a
https://pubs.rsc.org/en/journals/journal/ME
https://pubs.rsc.org/en/journals/journal/ME?issueid=ME009003


Registered charity number: 207890

NEW
 

JOURNAL

Fundamental questions
Elemental answers

rsc.li/RSCApplInter

Interfacial and surface research 
with an applied focus

Interdisciplinary and open access

RSC Applied Interfaces GOLD
OPEN

ACCESS

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 0

5 
M

ar
ch

 2
02

4.
 D

ow
nl

oa
de

d 
on

 1
2/

4/
20

25
 1

0:
05

:4
6 

PM
. 

 T
hi

s 
ar

tic
le

 is
 li

ce
ns

ed
 u

nd
er

 a
 C

re
at

iv
e 

C
om

m
on

s 
A

ttr
ib

ut
io

n 
3.

0 
U

np
or

te
d 

L
ic

en
ce

.
View Article Online

http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d4me90008a


PAPERS

264

All-atom molecular dynamics simulation of
structure, dynamics and mechanics of elastomeric
polymer materials in a wide range of pressure and
temperature

Sai Li, Hengheng Zhao, Tongkui Yue, Liqun Zhang,
Yulong Chen* and Jun Liu*

278

CO2-switchable amidine-modified ZIF-90-stabilized
Pickering emulsions for controllable Knoevenagel
condensation reactions

Xiaoyan Pei, Wangyue Song, Yang Zhao and Zhiyong Li*

286

A quantum chemical assessment on the sensing
ability of porphyrins and phthalocyanines towards
volatile organic compounds using density functional
theory investigations

Rence Painappallil Reji, Yuvaraj Sivalingam,
Yoshiyuki Kawazoe and Surya Velappa Jayaraman*

300

Simultaneous optimisation of shape and
magnetisation of nanoparticles synthesised using a
green bioinspired route

Laura Norfolk, Luc Dewulf, Mauro Chiacchia,
Siddharth V. Patwardhan* and Sarah S. Staniland*

Mol. Syst. Des. Eng., 2024, 9, 239–242 | 241This journal is © The Royal Society of Chemistry and IChemE 2024

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 0

5 
M

ar
ch

 2
02

4.
 D

ow
nl

oa
de

d 
on

 1
2/

4/
20

25
 1

0:
05

:4
6 

PM
. 

 T
hi

s 
ar

tic
le

 is
 li

ce
ns

ed
 u

nd
er

 a
 C

re
at

iv
e 

C
om

m
on

s 
A

ttr
ib

ut
io

n 
3.

0 
U

np
or

te
d 

L
ic

en
ce

.
View Article Online

http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d4me90008a


PAPERS

311

Rational design of antimicrobial peptides: an
optimization approach

Danush Sadasivam, Pranav Nambiar, Arnab Dutta*
and Debirupa Mitra*

242 | Mol. Syst. Des. Eng., 2024, 9, 239–242 This journal is © The Royal Society of Chemistry and IChemE 2024

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 0

5 
M

ar
ch

 2
02

4.
 D

ow
nl

oa
de

d 
on

 1
2/

4/
20

25
 1

0:
05

:4
6 

PM
. 

 T
hi

s 
ar

tic
le

 is
 li

ce
ns

ed
 u

nd
er

 a
 C

re
at

iv
e 

C
om

m
on

s 
A

ttr
ib

ut
io

n 
3.

0 
U

np
or

te
d 

L
ic

en
ce

.
View Article Online

http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d4me90008a

