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Scheme: Model/refine the snRNA Stems

{One contacting pair of complexes)
TL1--Ring1--TLR1 TL1s-Ring1s-TLR1s|
TL2--Ring2--TLR2

STARTING MODEL:

» Superpose Ring1 on Ring3 & copy Stem Il carrying TL
and Stem Il carrying TLR from complex 1 to complex 3.
» Simlarly, copy Stems from complex 2 to complex 4.

* Repeat for remaining 5 contacting pairs.

¥

* Re-position Stem lil by rigid-body fitting proximal segment
of 5’ strand fo Fo-Fc density near the 3-end of the Sm site.
* Delete L4 of SmB in clash with Stem I,

Rounds 1-3 | REFMACS5:

* Apply external distance restraints to TL-TLR contacts
using distances from PDB ID 1GID or 1TKXK

» Apply Pro-SMART restraints to Sm proteins, using as e
references PDB ID 1D3B for SmD3 & SmB,
4F7U for the other five Sm proteins.

* 200 cycles with NCS & jelly-body restraints.

Rebuild RNA stems, adjust base pairs.

Rounds 4-5 |REFMACS5:
» Apply LIBG restraints for base-pairing & parallelisation
* 100 cycles with jelly-body restraints.

Rebuild RNA stems, adjust base pairs.

Symbols:
Ring: Sm protein ring; TL: tetraloop; TLR: tetraloop receptor;
TL1s: tetraloop in symmetry copy of complex 1, etc.

Figure S1 Steps used to re-model and refine the flanking stems in §2.5



