2

Predicted LODT
s 2
S8,

Predicted LODT

s
s

T W o 3 4 8 o 799 35 % 1050 1100 1395 190 1030 1990 1 R RN EEEEED
Residue Index

Residue index

capsid hexamer capsid pentamer

capsid hexamer sp6

3 I b
i R "
. o 1k

5% 200 369 40 330 0 790 650 590 100011001F00130010081560 14B0TO1800
x

Residue
capsid hexamer spé

adaptor-stopper Predicted LODT stopper-TT Predicted LDDT Predicted Aligned Error
100 100 .
- 51 - »
©
= » =
®
»
» M 2, o H
5 H i i
© i
§ 1 s 4 1 .
- n 2
0 < =
& 1000 0
- @
. . 1200 B
o s P 00
T B w0 R0 o %0 10 1o %00 T m @0 &0 mo 0w _wmo  wo 0 W & @ @0 0w Do W
adaptor Residue stopper Scored residue stopper Residue T Scored residue
TT-MTP
Predicted LODT MTP-MTP  ;eiicteq oot Predicted Aligned Eror
100 0 )
© B
3 ®
o
®
n 2 0
s 5®
ge s 8§ -
© ©
1 1
©
Py
0 s s
0 0 o
EE N T o F b 7 W0 20 B0 N 0 % w0 7o Ww w0 10 U0 20 B0 %0 R w00 1250 150 750 20 :
MTP Residue bt Scored residve Residue Scored resiive
MTP-Dit Predicted LDDT Predicted Aligned Error Dit-TalNt Predicted LOOT Predicted Aligned Ermor
00 100
0 »
© ©
5 »
o ®
n » » " »
B 5o i
g8 s g ¥ s
S
P Py E
1 10
© ©
» s » s
» »
o o
] E] 100 500 00 0 59 Wo 10 200
MTP Racidue Dit TalNt Resaee Dt

Supplementary Figure S1: AlphaFold predicted local distance difference test (pLDDT) and predicted
aligned errors (PAE) of the complexes between TP901-1 components.
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Supplementary Figure S2: The procapsid’s scaffolding proteins (SP). (A) Amino-acids alignment
between the scaffolding proteins of staphylococcal phage 80a and lactococcal phage TP901-1. (B)
Ribbon representation of the cryoEM structure of phage 80ac MCP hexamer (blue) in complex with the
C-terminus of the scaffolding protein [1] (orange; see also the orange box in (A). (C) AlphaFold
prediction of the full-length phage 80a scaffolding protein. The orange box corresponds to the orange
helix in (B). (D) AlphaFold prediction of the full-length phage TP901-1 scaffolding protein. The green
boxed helices correspond to the green box in (A). (E, top) Ribbon representation of phage TP901- MCP
hexamer (light blue) in complex with the C-terminus of the scaffolding protein (orange; see also the
green box in (A). (E, bottom) Surface view of the same structure rotated 90°.



Supplementary Figure S3: The capsid-neck assembly with the tail-baseplate. (A) Schematic
representation of the last step of a siphophage assembly. The capsid-neck and the tail-baseplate
ensembles are assembled separately and joined together in a last step through a stopper/tail-
terminator contact. (B) Ribbon view of the dodecameric adaptor (pink) and the hexameric stopper
(blue) complex. (C) Ribbon view of the hexameric stopper (blue) and the hexameric tail-terminator
(TT; grey) complex. (D) Superposition of the ribbon view of the dodecameric adaptor and the
hexameric stopper complex (blue) on the hexameric stopper and the hexameric tail-terminator (TT)
complex (blue). Note hox the b-hairpins of the stopper rotate (by 20°) to contact the TT (black arow on
the left side).

Supplementary Movie 1: ChimeraX [2] morphing of the stopper (top) / tail-terminator (bottom)
docking. Representation of atoms as spheres.
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