S3 Table: Assembly pathways using the lowest RMSD strategy

L1

Chains PDBID DFIRE Dligand GOAP ITScorePro OPUS-PSP Mol. Mech. Shape SOAP-PP sum
3 1a0r 11 11 11 111 111 11 111 111 111
likn 0/1 0/1 0/1 0/1 0/1 0/1 0/1 0/1 0/1
1vcb 111 111 071 11 11 111 11 0/1 1/1
2aze 111 111 111 1/1 111 111 11 111 11
4 les7 2/2 2/2 2/2 2/2 2/2 2/2 2/2 2/2 2/2
1gpq 2/2 2/2 2/2 2/2 2/2 2/2 2/2 2/2 2/2
2e9x 172 172 172 172 2/2 172 2/2 172 2/2
1kf6 172 172 172 172 172 172 0/2 172 172
2bql 172 172 172 172 2/2 172 172 172 172
2qsp 172 02 172 0/2 172 02 0/2 0/2 0/2
3th6 172 172 072 172 0/2 172 172 0/2 172
5 lhez 3/3 3/3 3/3 3/3 3/3 3/3 3/3 2/3 3/3
1w88 3/3 2/3 1/3 3/3 3/3 2/3 3/3 3/3 3/3
6 1du3 2/4 2/4 3/4 2/4 2/4 2/4 3/4 2/4 3/4
Irlb 3/4 3/4 2/4 3/4 4/4 1/4 3/4 3/4 3/4
1s5b 2/4 3/4 4/4 3/4 4/4 3/4 4/4 4/4 4/4
3vyt 1/4 0/4 2/4 1/4 1/4 1/4 0/4 1/4 1/4
4hi0 2/4 0/4 1/4 3/4 0/4 2/4 0/4 1/4 2/4
4igc 1/4 2/4 2/4 2/4 0/4 2/4 1/4 1/4 2/4
7 3uku 1/5 1/5 1/5 1/5 2/5 0/5 0/5 1/5 0/5
4gwp 0/5 0/5 0/5 0/5 0/5 2/5 0/5 0/5 0/5
Total hits 7(19) 6(16) 7 (17) 7(18) 11 (16) 6 (18) 9(14) 6(16) 9 (17)
Subset hits 8 (8) 6 (8) 5() 7@ 8(8) 6 (8) 8@ 5() 8(8)
Subcomplex hits 30 27 29 32 32 29 28 27 33

S.comp. hits (Subset) 14 13 11 14 15 13 15 12 15






