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Correction: General optimization procedure
towards the design of a new family of minimal
parameter spin-component-scaled double-hybrid
density functional theory†

Loı̈c M. Roch‡ab and Kim K. Baldridge§*ab

Correction for ‘General optimization procedure towards the design of a new family of minimal

parameter spin-component-scaled double-hybrid density functional theory’ by Loı̈c M. Roch and

Kim K. Baldridge, Phys. Chem. Chem. Phys., 2017, 19, 26191–26200.

In eqn (1) and (3), CX should be defined as the coefficient scaling the exact HF exchange, and, thus, (1 � CX) as the coefficient
scaling the approximate GGA exchange. Consequently, eqn (1) should read:

EDSD-DFT
XC = (1 � CX)EGGA

X + CXEHF
X + CCEGGA

C + COEMP2
O + CSEMP2

S + S6ED

(1)

and eqn (3) should read:

EmSD-DFT
XC = (1 � CX)EGGA

X + CXEHF
X + CCEGGA

C + (1 � CC)ESCS-MP2
(2)

(3)

Note that CHF, which is not formally introduced although used in the manuscript, in Fig. 2–4 and in the ESI, scales the HF
exchange of the mSD-DF. As such, CHF is equivalent to CX.

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

a Department of Chemistry, University of Zurich, Winterthurerstrasse 190, 8057 Zurich, Switzerland. E-mail: kimb@tju.edu.cn
b Health Sciences Platform, University of Tianjin, 92 Weijin Road, Nankai District, Tianjin-3000072, P. R. China

† Electronic supplementary information (ESI) available: Basis set considerations, tabulation of interaction energies of the complexes included in the training set, grid
refinement and scaled RMSD. See DOI: 10.1039/c8cp90025f
‡ Present address: Department of Chemistry and Chemical Biology, Harvard University, 12 Oxford Street, Cambridge, MA, USA.
§ Present address: Health Sciences Platform, Tianjin University, 92 Weijing Road, Nankai District, Tianjin-3000072, P. R. China.

DOI: 10.1039/c8cp90025f

rsc.li/pccp

PCCP

CORRECTION

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 3

0 
Ja

nu
ar

y 
20

18
. D

ow
nl

oa
de

d 
on

 1
2/

10
/2

02
5 

4:
29

:4
3 

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/c8cp90025f&domain=pdf&date_stamp=2018-01-29
http://rsc.li/pccp
http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/c8cp90025f
https://pubs.rsc.org/en/journals/journal/CP
https://pubs.rsc.org/en/journals/journal/CP?issueid=CP020006



