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Digital Discovery, 2025, 4, 293–300 | 299

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
 6

/1
4/

20
26

 4
:0

9:
16

 A
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
539
300 | Digital Discovery, 2025, 4, 293–300
General data management workflow to process
tabular data in automated and high-throughput
heterogeneous catalysis research

Erwin Lam,* Tanguy Maury, Sebastian Preiss, Yuhui Hou,
Hannes Frey, Caterina Barillari and Paco Laveille*
548
Composition and structure analyzer/featurizer for
explainable machine-learning models to predict
solid state structures

Emil I. Jaffal, Sangjoon Lee,* Danila Shiryaev, Alex Vtorov,
Nikhil Kumar Barua, Holger Kleinke and Anton O. Oliynyk*
561
Biophysics-guided uncertainty-aware deep learning
uncovers high-affinity plastic-binding peptides

Abdulelah S. Alshehri, Michael T. Bergman, Fengqi You
and Carol K. Hall*
This journal is © The Royal Society of Chemistry 2025

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

