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Arino
113
Divide-and-conquer potentials enable scalable and
accurate predictions of forces and energies in
atomistic systems

Claudio Zeni,* Andrea Anelli, Aldo Glielmo, Stefano de
Gironcoli and Kevin Rossi*
122
De novo generated combinatorial library design

Simon Viet Johansson,* Morteza Haghir Chehreghani,
Ola Engkvist and Alexander Schliep
136
Impact of noise on inverse design: the case of NMR
spectra matching

Dominik Lemm, Guido Falk von Rudorff and O. Anatole
von Lilienfeld
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


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

 3
/2

0/
20

26
 1

:1
5:

39
 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
145

Using natural language processing (NLP)-inspired
molecular embedding approach to predict Hansen
solubility parameters

Jiayun Pang,* Alexander W. R. Pine and Abdulai Sulemana
This journal is © The Royal Society of Chemistry 2024
155

Extraction yield prediction for the large-scale
recovery of cannabinoids

Hart Plommer, Isaiah O. Betinol, Tom Dupree,
Markus Roggen* and Jolene P. Reid*
163

ExpFlow: a graphical user interface for automated
reproducible electrochemistry

Rebekah Duke, Siamak Mahmoudi, Aman Preet Kaur,
Vinayak Bhat, Ian C. Dingle, Nathan C. Stumme, Scott
K. Shaw, David Eaton, Asmund Vego and Chad Risko*
173

Automatic mechanism generation involving kinetics
of surface reactions with bidentate adsorbates
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