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CXCL8:CXCR1 complex’ by Dorothea Helmer et al., RSC Adv., 2015, 5, 25657–25668.

The authors regret that the original article included some results which were subsequently found to be based on a slightly diﬀerent
peptide sequence than the sequence originally reported. This issue is addressed in the following text, which is an update to the
original article.
Upon further investigation of the IL8 capture peptide IL8-RP-Loops introduced in the original article, we found that during
synthesis of the intended peptide sequence AKWRMVLRI–Ahx–ADTLMRTQ we had obtained the peptide AKWRMVLRI–Ahx–
ADTLMRTE, in which the C-terminal glutamine was replaced with glutamic acid. This was conrmed by high resolution mass
spectrometry. The reported high aﬃnity (0.5  0.3 mM) was reproduced by the E-mutant within experimental error (1.1  0.1 mM)
but not for the original sequence ending with glutamine. We conclude that all experiments were performed with the peptide
AKWRMVLRI–Ahx–ADTLMRTE.
The aﬀected amino acid Q271 was shown to be non-essential for receptor function by Hébert et al.1 So no essential amino acid of
the original sequence was omitted in the exchange.
In the original publication we claimed that preorganization of the peptide is responsible for the high aﬃnity of the receptorderived peptide, as CD-spectroscopy had revealed a helical structure for the synthesized peptide. To test the eﬀect of the
exchange of glutamine with the structurally closely related glutamic acid on the preorganization of the peptide in solution, we ran
a new set of molecular dynamics simulations on the peptide containing the original receptor sequence and the actually synthesized
peptide IL8-RP-Loops. The helical content of the peptide structure over the course of the simulation was higher for IL8-RP-Loops
with C-terminal glutamic acid (23.6%) than for the peptide ending with glutamine (6.0%). Thus, the serendipitous exchange of the
polar glutamine at the C-terminus with negatively charged glutamic acid enhanced preorganization and led to the capture peptide
with high aﬃnity.
In conclusion, a capture peptide could be designed based on a binding region identied from a computational model of the
CXCL8:CXCR1 complex. The peptide comprises receptor residues known to form essential contacts with the chemokine ligand and the
exchange of the non-essential C-terminal glutamine for glutamic acid enhances the preorganization into a partially helical structure in
solution responsible for its high aﬃnity to the chemokine. In the design of receptor-derived capture peptides it is therefore important
to examine the propensity to form secondary structure elements in solution to obtain high aﬃnity peptide mimetics.

Methods
Peptides were synthesized, puried and tested in uorescence anisotropy binding assays as described in the original publication.
High resolution mass spectra were obtained by MALDI-TOF MS on a 4800 Plus MALDI TOF/TOF Analyzer from AB SCIEX.
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The structures of the IL8-RP-Loops derivatives were modeled using MODELLER.2 All simulations were performed in Gromacs3
using the Gromos65atb force eld with parameters for the synthetic 6-amino-hexanoic acid linker.4 The simulation was run with an
integration step size of 2 fs, and a van der Waals interaction cutoﬀ value of 1.0 nm. The simulation temperature was set to 300 K and
the water density was set to r ¼ 1 for all studied peptides. The simulation was executed for a duration of 100 ns of explicit unitedatom MD simulations. Dene Secondary Structure of Proteins (DSSP)5 was computed for every frame and the mean occurrence of
loops helical content hHi for the complete simulation was computed in R and bio3d.6,7
The Royal Society of Chemistry apologises for these errors and any consequent inconvenience to authors and readers.
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1 S. R. Leong, R. C. Kabakoﬀ and C. A. Hébert, J. Biol. Chem., 1994, 269(30), 19343–19348.
2 B. Webb and A. Sali, Curr. Protoc. Bioinformatics, 2016, 54, 5.6.1–5.6.37.
3 S. Pronk, S. Pall, R. Schulz, P. Larsson, P. Bjelkmar, R. Apostolov, M. R. Shirts, J. C. Smith, P. M. Kasson, D. van der Spoel, B. Hess and
E. Lindahl, Bioinformatics, 2013, 29(7), 845–854.
4 K. B. Koziara, M. Stroet, A. K. Malde and A. E. Mark, J. Comput.-Aided Mol. Des., 2014, 28(3), 221–233.
5 M. Parrinello and A. Rahman, Phys. Rev. Lett., 1980, 45, 1196–1199.
6 R Development Core Team, R: A Language and Environment for Statistical Computing, R Foundation for Statistical Computing, Vienna,
Austria, 2008.
7 B. J. Grant, A. P. C. Rodrigues, K. M. ElSawy, J. A. McCammon and L. S. D. Caves, Bioinformatics, 2006, 22(21), 2695–2696.

This journal is © The Royal Society of Chemistry 2018

RSC Adv., 2018, 8, 16800–16801 | 16801

