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288 Challenges and opportunities for NMR calculations: general discussion

311 When can we trust structural models derived from pair distribution function
measurements?
Phillip M. Maffettone, William J. K. Fletcher, Thomas C. Nicholas, Volker L. Deringer,
Jane R. Allison, Lorna J. Smith and Andrew L. Goodwin

325 The essential synergy of MD simulation and NMR in understanding amorphous drug
forms
Jamie L. Guest, Esther A. E. Bourne, Martin A. Screen, Mark R. Wilson, Tran N. Pham
and Paul Hodgkinson
This journal is ª The Royal Society of Chemistry 2025 Faraday Discuss., 2025, 255, 3–8 | 7

http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d5fd90003d


O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 1

0 
Ja

nu
ar

y 
20

25
. D

ow
nl

oa
de

d 
on

 3
/1

5/
20

26
 5

:4
3:

55
 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
342 Atomic-level structure of the amorphous drug atuliflapon via NMR crystallography
Jacob B. Holmes, Daria Torodii, Martins Balodis, Manuel Cordova, Albert Hofstetter,
Federico Paruzzo, Sten O. Nilsson Lill, Emma Eriksson, Pierrick Berruyer, Bruno Simo¬es
de Almeida, Mike Quayle, Stefan Norberg, Anna Svensk Ankarberg, Staffan Schantz
and Lyndon Emsley

355 Investigating the effect of particle size distribution and complex exchange dynamics
on NMR spectra of ions diffusing in disordered porous carbons through
a mesoscopic model
El Hassane Lahrar and Céline Merlet
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