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Correction: Generalized Langevin dynamics:
construction and numerical integration of
non-Markovian particle-based models

Gerhard Jung,*ab Martin Hankec and Friederike Schmida

Correction for ‘Generalized Langevin dynamics: construction and numerical integration of non-Markovian

particle-based models’ by Gerhard Jung et al., Soft Matter, 2018, DOI: 10.1039/c8sm01817k.

Algorithm 1 presented in the manuscript on page 4 contains a significant typographical error which was introduced in the

typesetting process. Line 13 of Algorithm 1 in the published manuscript is: xkþ1 ¼ Ŵo

��� ���kþ1 ffiffiffiffiffiffiffiffiffiffiffi
Hkþ1
p

e0 and has been corrected to

xkþ1 ¼ Ŵo

��� ���Vkþ1
ffiffiffiffiffiffiffiffiffiffiffi
Hkþ1
p

e0. The full and correct algorithm is repeated below.

Algorithm 1: Generating correlated random numbers FI,n with the distribution hFI,n+mFJ,ni = KIJ,m

1: Inputs:
KIJ,m for m = 0,. . .,mmax � 1 with KIJ,m = KIJ,�m

WI,n with hWI,n+mWJ,ni = dm0dIJ

2: Initialize:

compute K̂IJ;o ¼
Pmmax�1

m¼�mmaxþ1
KIJ;m exp �imo

2p
2mmax � 1

� �

compute ŴI ;o ¼
Pmmax�1

m¼�mmaxþ1
WI ;nþm exp �imo

2p
2mmax � 1

� �

3: for o = 0 to mmax � 1 do
4: set v0

I = 0, b0 = 0, v1
I = ŴI,o/8Ŵo8, k = 1, D = 1

5: compute a1 = v1
I K̂IJ,ov1

J

6: while D 4 tol do
7: compute rk+1

I = K̂IJ,ovk
J � akvk

I � bk�1vk�1
I

8: set bk = 8r k+18
9: set vk+1

I = r k+1
I /bk

10: compute ak+1 = vk+1
I K̂IJ,ovk+1

J

11: define V k+1
Ip = v p

I , p = 1,. . .,k + 1

12: construct tridiagonal H k+1
pq with diagonal

elements equal to (a1,. . .,ak+1) and super- and
sub-diagonal elements equal to (b1,. . .,bk)

13: compute xkþ1 ¼ Ŵo

��� ���Vkþ1
ffiffiffiffiffiffiffiffiffiffiffi
Hkþ1
p

e0,

with e0
1 = 1 and e0

q = 0, q = 2,. . .,k + 1

14: set D = 8xk+1 � xk8
15: set k = k + 1
16: end while

a Institut für Physik, Johannes Gutenberg-Universität Mainz, Staudingerweg 9, 55128 Mainz, Germany. E-mail: jungge@uni-mainz.de, friederike.schmid@uni-mainz.de
b Graduate School of Excellence Materials Science in Mainz, Staudingerweg 9, 55128 Mainz, Germany
c Institut für Mathematik, Johannes Gutenberg-Universität Mainz, Staudingerweg 9, 55128 Mainz, Germany. E-mail: hanke@mathematik.uni-mainz.de

DOI: 10.1039/c8sm90228c

rsc.li/soft-matter-journal

Soft Matter

CORRECTION

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 3

0 
N

ov
em

be
r 

20
18

. D
ow

nl
oa

de
d 

on
 1

0/
20

/2
02

5 
10

:1
6:

31
 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
View Journal  | View Issue

http://crossmark.crossref.org/dialog/?doi=10.1039/c8sm90228c&domain=pdf&date_stamp=2018-11-27
http://rsc.li/soft-matter-journal
http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/c8sm90228c
https://pubs.rsc.org/en/journals/journal/SM
https://pubs.rsc.org/en/journals/journal/SM?issueid=SM014048


9974 | Soft Matter, 2018, 14, 9973--9974 This journal is©The Royal Society of Chemistry 2018

17: set F̂I,o = xk
I

18: end for

19: compute FI ;n ¼
1

mmax
F̂ I ;0 þ 2

Pmmax�1

o¼1
F̂ I ;o

� �

The Royal Society of Chemistry apologises for these errors and any consequent inconvenience to authors and readers.
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