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Due to a calculation error, the authors would like to replace Fig. 5 in the original article with the revised version shown below:

This error does not affect the conclusions of the article; however, it does affect the discussion of the calculated bond valence
vectors (BVVs) of arsenic lone electron pairs for claudetite.

Thus, in the Discussion, the following sentence of text on page 641:

“The magnitude of As resultant BVVs which represents the stereoactivity of the As LEP is fairly constant around 1.03 v. u.
and is slightly smaller than the values observed for arsenolite.”

should be replaced by

“The magnitude of As resultant BVVs which represents the stereoactivity of the As LEP is fairly constant around 1.22 v. u.
and is larger than the values observed for arsenolite, but similar to the values observed for claudetite II.”

And the following sentence on page 642:

“The fairly constant value of the LEP BVV of 1.03 v. u. for claudetite I and 1.05 v. u. for arsenolite corresponds to the LEP va-
lence of 1.45 and 1.50 v. u., respectively, indicating that the LEPs are not fully stereoactive.”

should be replaced by

“The fairly constant values of the LEP BVV of 1.22, 1.20 and 1.05 v. u. for claudetite I, claudetite II, and arsenolite, respec-
tively, correspond to the LEP valence of 2.09, 2.00, and 1.50 v. u., respectively, indicating that the LEPs are fully stereoactive in
the case of claudetite I and claudetite II, but not fully stereoactive in the case of arsenolite. This indicates that the stereoactivity
of the As LEP is similar for layered As,0; polymorphs and smaller for the molecular form, which results from stronger second-
ary As---O bonds in arsenolite revealed by the higher 'VECN of As atoms in this polymorph.”

“Faculty of Chemistry, Warsaw University of Technology, Noakowskiego 3, 00-664 Warszawa, Poland. E-mail: piogun@ch.pw.edu.pl
b European Synchrotron Radiation Facility, 71, avenue des Martyrs, CS 40220, 38000 Grenoble, France
“NSF's ChemMatCARS, Center for Advanced Radiation Source, The University of Chicago, 9700 South Cass Avenue, Lemont, IL 60439, USA

This journal is © The Royal Society of Chemistry 2023 CrystEngComm, 2023, 25, 2979-2980 | 2979


http://crossmark.crossref.org/dialog/?doi=10.1039/d3ce90061d&domain=pdf&date_stamp=2023-05-12
http://orcid.org/0000-0002-0977-5246
http://orcid.org/0000-0002-8904-5461
http://orcid.org/0000-0002-7646-7761
http://orcid.org/0000-0001-6838-1143
https://doi.org/10.1039/D0CE01401J
https://doi.org/10.1039/D0CE01401J
http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d3ce90061d
https://pubs.rsc.org/en/journals/journal/CE
https://pubs.rsc.org/en/journals/journal/CE?issueid=CE025019

Open Access Article. Published on 04 May 2023. Downloaded on 12/4/2025 5:06:58 AM.

Thisarticleislicensed under a Creative Commons Attribution 3.0 Unported Licence.

(cc)

View Article Online

Correction CrystEngComm
F T T T T T T T T T T T T T T ‘
3.4 @ :
° ¢ °

O [ ] O [ml
33 gt 4 o ¥’ o o0 B
[ | ne o 1
N = 0 Cgo® O 1
5320 4o 1P ol :
D e®, O ]
[ B O O ]
34 ’_DBDJ]ﬁ‘ a oo O0od o U ]
S D D D:
3.0 f ]
1 " L 1 | |
my T T T 0

1.4 o) =

. DD D
1.3 —DD Ono O O i
3 : ¥ o mi =
Z mppB B S o ‘g m O
=1.2 hgdy 24a H ]
& | @ 0O o
><( [ i) O B oo O 1
== [} o O O O al
1.1+ o =
P‘.’ g 0000 00 o ¢ ° @ o @
1.04 S B |
4810 xcaudetten . e ® ©
® arsenolite o ©® 1
O claudetite | oo ]
= 4.4 o ... .
2 »® g ®mo &
> 4.0 . P g fm o 1
e JET
36 EEE] OB O m O O O m o O
]
3.2 D:@ I:D D L L L L s L L L L L 1]
0 10 20 30
p /IGPa

Fig. 5 (a) Bond valence sum, (b) magnitude of the resultant bond valence vector of As atoms and (c) first-order valence entropic coordination
number of As atoms for various As,Os polymorphs plotted as a function of pressure. Data for a-, a'-, a”’- and B-claudetite Il as well as arsenolite
come from ref. 10. The grey dotted line indicates the pressure of the first-order phase transition from o.”- to -claudetite 1.2

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