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Table S1 PISA server interfaces

Structure 1 Structure 2
N# Range Ny Nres Surface A2  Range  Symmetry op. Nat Nes  Surface A Interface CSS
area A2
1 B 61 20 7240 A -y+2, x+2, -z+1/2 61 17 7118 588.3 0
2 A 61 22 7118 B -yt3/2,x-1/2, z+1/4 61 18 7240 515.8 0
3 C 59 15 7101 C  -yt3/2,x-1/2,z+1/4 57 22 7101 496.2 0
4 A 48 17 7118 A -y+2, x+2, -z+1/2 49 17 7118 459.8 0
5 C 37 14 7101 B X, Y, Z 40 14 7240 371.4 0
6 B 28 11 7240 A X, Y, Z 33 11 7118 2743 0
7 C 37 13 7101 B -y+3/2,x-1/2, z+1/4 22 9 7240 227.6 0

8 C 11 5 7101 A X, Y, Z 8 4 7118 78.0 0
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Job 3: Basic Molecular Replacement - PHASER The job is Pending

m Results Comments

Input data Simple options Extra steps Keywords

Job title  Basic MR - PHASER

4, Use data from job as input below..
Reflactions Output from Aimless
l B retiections 1 fpila/a «— B |u |
Use Intensity (1) or amplitude (F) ML target B
Composition
/ Composition of asymmetric unit: Provided as full specification by sequence
{7 Crystal contents | 4 Asu content file from Define crystal contents B il

Specify crystal contents

sewmormseams\ Input sequence using FASTA

Search model
¥§ searcn 2 Edited search model B B coes: s B
Similarity of ensemble to WD?: read from header of PDB B f

Already placed coordinates,

Search model PDB Number of copies in ASU

Figure S1 PHASER input form in the CCP4i2 suite. Basic molecular replacement requires scaled
reflections, here selected from the AIMLESS task output, the crystal contents to be defined by input
of a FASTA sequence of the target and a search model which has been selected from the output from
SCULPTOR. Alignment information was included in the header of the output from SCULPTOR but
can also be defined as sequence identity (0.1-0.9) or RMS value. Information must also be given

regarding the expected number of molecules in the asymmetric unit.
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[ JON ] ¥ iob from project: pilA-phaser
Job 3: Basic Molecular Replacement - PHASER The job is Finished
Current soln. All solns Comp/data COM file Search tree Plots from PHASER output Run

14:29 11-Aug-2019

Top solution has TFZ score below the cutoff for a definite solution (8) Asymmetric unit may be incomplete, overfilled, partly incorrect or completely incorrect
Total search request exceeds scattering specified in composition. Composition increased to resolve the discrepancy.

v Elements and scores of current solution

Current best solution has spacegroup P 43 21

Ensemble name  Rot Func Z-score cord\ Refined TFZ-equiv Packing clashes Log likelihood gain /Ovei
SearchModel 3.9

TR LLG
SearchModel 49 5.6 10 -105
v Comparison of solutions I F Z

Multiple solutions found

L Solutions 7]
0 - 59.4
Trans__Z-score
© 592
b0 o A Refined_Trans__Z-score
; v : © 59.0
v B sl LG
Il Refined LLG - 588
1o - | Inttial_Rfactor o
‘\C/D\cr - 58.6
Il Refined_Rfactor
0 - 58.4
0 5 10 15 Y Ceney

Space group Trans. Z-score Refined Trans. Z-score Initial LLG Refined LLG Initial Rfactor Refined Rfactor Clashes

P 43212 5.62 5.62 28.76 28.76 59.09 59.09 10.00

P41212 5.45 0.00 25.94 25.94 58.80 58.80 7.00

P 43212 4.78 0.00 25.66 25.66 59.11 59.11 8.00

P 43212 5.66 0.00 24.91 24.91 59.23 59.23 9.00
Run

Figure S2 The output from PHASER viewed in CCP4i2 showing the statistics for the best result.
The most important of these, the TFZ and LLG are circled in red. In the case of this process, the TFZ
was 5.7 and LLG 29, indicating that a correct solution had not been found, as highlighted in the

program output comments.



