
O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 1

2 
Fe

br
ua

ry
 2

02
5.

 D
ow

nl
oa

de
d 

on
 1

2/
8/

20
25

 9
:2

0:
59

 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(2) 291–574 (2025)

View Article Online
View Journal  | View Issue
Cover
See Rıza Özçelik and
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Yang Cao, Han Hao* and Alán Aspuru-Guzik*
331

A novel approach to protein chemical shift
prediction from sequences using a protein language
model

He Zhu, Lingyue Hu, Yu Yang* and Zhong Chen*
338

Artificial intelligence-assisted electrochemical
sensors for qualitative and semi-quantitative
multiplexed analyses

Rocco Cancelliere,* Mario Molinara, Antonio Licheri,
Antonio Maffucci and Laura Micheli
Digital Discovery, 2025, 4, 293–300 | 295

http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d5dd90008e


O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 1

2 
Fe

br
ua

ry
 2

02
5.

 D
ow

nl
oa

de
d 

on
 1

2/
8/

20
25

 9
:2

0:
59

 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
343
296 | Digital Discovery, 2025, 4, 293–300
Substrate prediction for RiPP biosynthetic enzymes
via masked language modeling and transfer learning

Joseph D. Clark, Xuenan Mi, Douglas A. Mitchell
and Diwakar Shukla*
355
AI agents in chemical research: GVIM – an intelligent
research assistant system

Kangyong Ma*
376
Hybrid-LLM-GNN: integrating large languagemodels
and graph neural networks for enhanced materials
property prediction

Youjia Li,* Vishu Gupta, Muhammed Nur Talha Kilic,
Kamal Choudhary, Daniel Wines, Wei-keng Liao,
Alok Choudhary and Ankit Agrawal*
384
Calibration-free quantification and automated data
analysis for high-throughput reaction screening

Felix Katzenburg, Florian Boser, Felix R. Schäfer,
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