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1276

High-throughput robotic colourimetric titrations
using computer vision

Yuan Li, Biplab Dutta, Qi Jie Yeow, Rob Clowes,
Charlotte E. Boott* and Andrew I. Cooper*
1284

Active and transfer learning with partially Bayesian
neural networks for materials and chemicals

Sarah I. Allec and Maxim Ziatdinov*
Digital Discovery, 2025, 4, 1117–1123 | 1121

http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d5dd90020d


O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 1

4 
M

ay
 2

02
5.

 D
ow

nl
oa

de
d 

on
 7

/3
1/

20
25

 1
2:

23
:2

8 
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
1298
1122 | Digital Discovery, 2025, 4, 1117–1123
Lightweight target detection for large-field ddPCR
images based on improved YOLOv5

Xingyu Jin, Jing Yang, Xiaorui Jiang, Zhenqing Li,*
Jinrong Shen, Zhiheng Yu, Cunliang Yang, Fengli Huang,
Dunlu Peng, Yoshinori Yamaguchi and Jijun Feng*
1306
Predicting the excited-state properties of crystalline
organic semiconductors using GW+BSE and machine
learning

Siyu Gao, Yiqun Luo, Xingyu Liu and Noa Marom*
1323
Building workflows for an interactive human-in-the-
loop automated experiment (hAE) in STEM-EELS

Utkarsh Pratiush,* Kevin M. Roccapriore, Yongtao Liu,
Gerd Duscher, Maxim Ziatdinov and Sergei V. Kalinin*
1339
Feature vectorization of microphase-separated
structures in polymeric materials using dissipative
particle dynamics and persistent homology for
machine learning applications

Yukito Higashi, Koji Okuwaki, Yuji Mochizuki,
Tsuyohiko Fujigaya* and Koichiro Kato*
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/d5dd90020d


O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 1

4 
M

ay
 2

02
5.

 D
ow

nl
oa

de
d 

on
 7

/3
1/

20
25

 1
2:

23
:2

8 
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
1352

Paddy: an evolutionary optimization algorithm for
chemical systems and spaces

Armen G. Beck, Sanjay Iyer, Jonathan Fine
and Gaurav Chopra*
This journal is © The Royal Society of Chemistry 2025
 Digital Discovery, 2025, 4, 1117–1123 | 1123

http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d5dd90020d

