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Case studies from C. difficile proteins
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Example 1: CdPilA1





Search for homologues PDB/ BLAST



Search for homologues PDB/ BLAST

ClustalW
PDB



Search for homologues

PDB
ClustalW



Search for homologues
PDB

ClustalW

Model preparation



Model preparationSculptor



Model preparation



Search for homologues

PDB
ClustalW

Model preparationSculptor

Molecular replacementPhaser



Molecular replacementPhaser



Arcimboldo

Completion

Validation

Molprobity
Coot

Deposition PDBe

Model Building

Refinement

Buccaneer

Refmac

Coot

Molecular replacement



Molecular replacementArcimboldo



Molecular replacementArcimboldo



Model Building

Refinement

Buccaneer

Refmac

Coot



Case study 2: C. difficile S-layer

Overall High res.

Space group C2

Unit cell

a, b, c (Å) 173.25, 29.58, 144.63

α=γ, β (°) 90.0, 94.2

Resolution (Å) 144.24 – 2.57 2.57-2.69

I/σI 10.2 2.2

Half-set correlation 
CC(1/2)

0.993 0.838

Completeness % 99 98
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Case study 2.2 : C. difficile S-layer mutant using CCP4cloud
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Case study 3: C. difficile PG hydrolase
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AlphaFold2 RosettaFold SWISS-MODEL Phyre2

Phaser: TFZ – 42.1
R = 29%
Rfree = 32%

Phaser: TFZ – 6.8
No solution

Phaser: TFZ – 3.6
No solution
(seq ID <20%)

Phaser: TFZ – 3.7
No solution
(seq ID <20%)

Modelcraft: 211 aa
R = 22%
Rfree = 25% 

- - -

Refmac: R = 21%
Rfree = 23%

- - -

RMSD to AF2 - 1.4Å
205 / 219 aa

RMSD to AF2 - 3.1Å
155 aa / 219 aa

RMSD to AF2 - 3.2Å
161 aa / 219 aa
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