
O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 0

8 
O

ct
ob

er
 2

02
5.

 D
ow

nl
oa

de
d 

on
 6

/1
3/

20
26

 7
:2

7:
47

 P
M

. 
 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
.

Digital Discovery
rsc.li/digitaldiscovery
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 2635-098X CODEN DDIIAI 4(10) 2643–3054 (2025)

View Article Online
View Journal  | View Issue
Cover
See Omar M. Yaghi et al.,
pp. 2676–2683. Image
reproduced by permission of
Omar M. Yaghi from Digital
Discovery, 2025, 4, 2676.
Image created by Yuang Shi
and Wanrongmiao Zhang.
This journal is © The Royal Society o
f Chemistry 2025
Inside cover
See Jerret Ross, Payel Das
et al., pp. 2684–2696. Image
reproduced by permission of
IBM Corporation from Digital
Discovery, 2025, 4, 2684.
Image created by Samuel
Hoffman.
Digital Disco
PERSPECTIVE
2654

Uncertainty in the era of machine learning for
atomistic modeling

Federico Grasselli,* Sanggyu Chong, Venkat Kapil,
Silvia Bonfanti and Kevin Rossi*
PAPERS
2676

Comparison of LLMs in extracting synthesis
conditions and generating QA datasets for metal–
organic frameworks

Yuang Shi, Nakul Rampal, Chengbin Zhao, Dongrong
Joe Fu, Christian Borgs, Jennifer T. Chayes and Omar
M. Yaghi*
very, 2025, 4, 2645–2653 | 2645

http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d5dd90044a
https://pubs.rsc.org/en/journals/journal/DD
https://pubs.rsc.org/en/journals/journal/DD?issueid=DD004010


J00

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 0

8 
O

ct
ob

er
 2

02
5.

 D
ow

nl
oa

de
d 

on
 6

/1
3/

20
26

 7
:2

7:
47

 P
M

. 
 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
Editor-in-chief

Russell J Cox 
Leibniz Universität Hannover, Germany

@RSC_Adv

At the heart of open access for
the global chemistry community

Submit your work now
rsc.li/rsc-advances

Registered charity number: 207890

We stand for:

Breadth We publish work in all 
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

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 
Advances

5935_RSC Advances ad_210x275_AW.indd   1 15/07/2019   14:10

http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d5dd90044a


O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 0

8 
O

ct
ob

er
 2

02
5.

 D
ow

nl
oa

de
d 

on
 6

/1
3/

20
26

 7
:2

7:
47

 P
M

. 
 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
PAPERS
2684

GP-MoLFormer: a foundation model for molecular
generation

Jerret Ross,* Brian Belgodere, Samuel C. Hoffman,
Vijil Chenthamarakshan, Jiri Navratil, Youssef Mroueh
and Payel Das*
This journal is © The Royal Society of Chemistry 2025
2697

Quantum machine learning of molecular energies
with hybrid quantum-neural wavefunction

Weitang Li,* Shi-Xin Zhang, Zirui Sheng, Cunxi Gong,
Jianpeng Chen and Zhigang Shuai
2711

Open-source generation of sigma profiles: impact of
quantum chemistry and solvation treatment on
machine learning performance

Fathya Y. M. Salih, Dinis O. Abranches, Edward J. Maginn
and Yamil J. Colón*
2724

Advancing vanadium redox flow battery analysis:
a deep learning approach for high-throughput 3D
visualization and bubble quantification
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