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Bjarne Kreitz,* Katŕın Blöndal, Kirk Badger, Richard H. West
and C. Franklin Goldsmith*
Digital Discovery, 2024, 3, 3–8 | 7

http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d4dd90003k


O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 1

7 
Ja

nu
ar

y 
20

24
. D

ow
nl

oa
de

d 
on

 7
/1

7/
20

25
 6

:2
0:

39
 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
186
8 | Digital Discovery, 2024, 3, 3–8
Structure Seer – a machine learning model for
chemical structure elucidation from node labelling
of a molecular graph

Denis Andzheevich Sapegin* and Joseph C. Bear
201
Accelerating nano-XANES imaging via feature
selection

Samantha Tetef, Ajith Pattammattel, Yong S. Chu,
Maria K. Y. Chan* and Gerald T. Seidler*
210
Machine learning based feature engineering for
thermoelectric materials by design

U. S. Vaitesswar, Daniil Bash, Tan Huang, Jose Recatala-
Gomez, Tianqi Deng, Shuo-Wang Yang, Xiaonan Wang*
and Kedar Hippalgaonkar*
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/d4dd90003k

