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Example 1: CdPilA1
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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

Overall High res.

Space group P2 21 21

Unit cell

a, b, c (Å) 47.62, 51,88, 81.80

α=β=γ (°) 90.0

Resolution (Å) 43.81 - 1.56 1.59 - 1.56

Rmerge 0.148 1.644

I/σI 7.1 1.2

Half-set correlation 
CC(1/2)

0.996 0.548

Completeness % 100 99.9
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AlphaFold2 RosettaFold SWISS-MODEL Phyre2

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

Phaser: TFZ – 8.2
R = 48%
Rfree = 48%

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

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

Buccaneer: 215 aa
R = 26%
Rfree = 31% 

Buccaneer: 214 aa
R = 25%
Rfree = 29% 

- -

Refmac: R = 25%
Rfree = 30%

Refmac: R = 24%
Rfree = 28%

- -

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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