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Figure S1: Virtual Circular Dichromism (CD) spectrum of ClpK. The primary amino acid sequence of ClpK was
passed through the DichroCalc server, the data obtained from the server was then analysed to understand the
secondary structures of ClpK (https://comp.chem.nottingham.ac.uk/dichrocalc/).

Table S1: Ramachandran analysis of the template ClpB and modelled trimeric ClpK protein obtained from
ProCheck.

Ramachandran statistics

Residues in

1QVR KpClpK Model
Most favoured regions 83.10% 90.10%
Additional allowed regions 15.20% 8.30%
Generously allowed regions 1.70% 1.20%
Disallowed regions 0.00% 0.40%
Total residues 717 2100

Table S2: DichroWeb! analysis of the secondary structure of ClpK.

Helix (%) Strand (%) Turns (%) U“O(f,;ifred NRMSD?
CIpK (9522) 35.3 22.9 20.7 21 0.12

']

2Number of amino acids

3Normalised root mean square deviation (NRMSD) value is independent of dimensions, and a value of <0.1 is
considered acceptable.

Table S3: Properties of the binding pockets in the N-terminal region of ClpB and ClpK identified using
DoGSiteScorer’.

ClpB ClpK
Volume (A3) 1767.82 1511.88
Surface (A% 1967.01 1626.42
Depth (A) 31.30 20.80
Hydrophobicity ratio 0.34 0.28
Enclosure 0.08 0.07

Frequent amino acid Leucine Glutamine

2]


https://comp.chem.nottingham.ac.uk/dichrocalc/

2/

Figure S2: N-terminal binding groove identified in ClpK and ClpB. Top) ClpB with the binding
groove shown in yellow. Bottom) ClpK with the binding groove identified in yellow. The binding
grooves were identified using DoGSiteScorer [2].



Figure S3: ClpK adopts a RecA-like fold in NBD1 and NBD2. The secondary structural features are coloured as
follows; the N-terminal domain and the C-terminal domain are shown as pale green and yellow, respectively. The
RecA-like domains are shown in magenta. The protein was visualised using PyMol [3].
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Figure S4: Primary amino acid sequence of ClpK. The sequence was obtained from GenBank (Uniprot: EOW6V3).

Table S3: Klebsiella species and strains used for the genomic analysis of Clp proteins. The species name,
web-link and references were obtained from the NCBI genomes database for prokaryotes.

Strain Web-link References
K. aerogenes

https://www.ncbinlm.nih.gov/
genome/3417?genome_assembl [4, 5]
y_id=232549
https://www.ncbinlm.nih.gov/
genome/327?genome assembly [6]
id=363711
https://www.ncbi.nlm.nih.gov/
G7 genome/327?genome_assembly [7]
id=271718
https://www.ncbi.nlm.nih.gov/
FDAARGOS 327 genome/327?genome_assembly [6]
id=1552
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genome/327?genome_assembly
id=3379
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https://www.ncbi.nlm.nih.gov/
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https://www.ncbi.nlm.nih.gov/
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https://www.ncbi.nlm.nih.gov/
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https://www.ncbi.nlm.nih.gov/
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