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2448

MADAS: a Python framework for assessing similarity
in materials-science data

Martin Kuban,* Santiago Rigamonti and Claudia Draxl
2458

Application of object detection and action
recognition toward automated recognition of
chemical experiments

Ryosuke Sasaki, Mikito Fujinami and Hiromi Nakai*
Digital Discovery, 2024, 3, 2389–2395 | 2391

http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d4dd90051k


O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 0

4 
D

ec
em

be
r 

20
24

. D
ow

nl
oa

de
d 

on
 2

/1
2/

20
26

 9
:2

5:
05

 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
2465
2392 | Digital Discovery, 2024, 3, 2389–2395
Polyuniverse: generation of a large-scale polymer
library using rule-based polymerization reactions for
polymer informatics

Tianle Yue, Jianxin He and Ying Li*
2479
Distortion/interaction analysis via machine learning

Samuel G. Espley, Samuel S. Allsop, David Buttar,
Simone Tomasi and Matthew N. Grayson*
2487
Combining Hammett s constants for D-machine
learning and catalyst discovery

V. Diana Rakotonirina, Marco Bragato, Stefan Heinen
and O. Anatole von Lilienfeld*
2497
Challenges for error-correction coding in DNA data
storage: photolithographic synthesis and DNA decay

Andreas L. Gimpel, Wendelin J. Stark, Reinhard Heckel
and Robert N. Grass*
This journal is © The Royal Society of Chemistry 2024

http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d4dd90051k


O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 0

4 
D

ec
em

be
r 

20
24

. D
ow

nl
oa

de
d 

on
 2

/1
2/

20
26

 9
:2

5:
05

 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
2509

Accelerating metal–organic framework discovery via
synthesisability prediction: the MFD evaluation
method for one-class classification models

Chi Zhang, Dmytro Antypov, Matthew J. Rosseinsky
and Matthew S. Dyer*
This journal is © The Royal Society of Chemistry 2024
2523

Autonomous robotic experimentation system for
powder X-ray diffraction

Yuto Yotsumoto, Yusaku Nakajima, Ryusei Takamoto,
Yasuo Takeichi and Kanta Ono*
2533

Machine learning for analyzing atomic force
microscopy (AFM) images generated from polymer
blends

Aanish Paruchuri, Yunfei Wang, Xiaodan Gu
and Arthi Jayaraman*
2551

Navigating the Maize: cyclic and conditional
computational graphs for molecular simulation

Thomas Löhr,* Michele Assante, Michael Dodds, Lili Cao,
Mikhail Kabeshov, Jon-Paul Janet, Marco Klähn
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