
Table S2.  Results  of  bound-bound fragment docking on the benchmark.  Each ensemble of
docking  poses  of  one  bound  fragment  was  compared  to  the  position  of  that  fragment  in  the
experimental complex, to measure the RMSD of the closest pose in the ensemble (i. e. the best
possible sampling).

Complex fragment Best RMSD (Å) complex fragment Best RMSD (Å)
5CD4 1 3.8 3V6Y 1 5.6

2 2.6 2 2.5
3 1.6 3 1.1
4 1.7 4 0.8
5 0.7 5 0.9
6 0.8 6 0.4
7 1.8 7 0.6
8 1.8 8 0.4
9 2.8 4KRF 1 5.7
10 0.9 2 1.7
11 1.7 3 2.7
12 3.5 4 1.2

4PMW 1 0.9 5 0.5
2 1.6 6 1.0
3 0.7 7 1.0
4 1.5 8 1.7
5 1.4 4WAN 1 0.6
6 1.1 2 1.4
7 0.7 3 1.0
8 0.7 4 0.9
9 1.5 5 0.6
10 3.3 4ZLR 1 2.8
11 3.2 2 1.2
12 0.7 3 0.2

2R7T 1 1.4 4 0.8
2 1.6 5 0.7

 3 1.9 6 1.0
4 2.5 3QJJ 1 0.7
5 3.7 2 1.2

2MJH 1 0.8 3 0.7
2 1.4 4 0.5
3 1.5 5 0.8
4 0.8 6 0.7
5 0.7 7 0.8
6 0.6 8 1.5
7 1.3 9 1.1
8 2.1 10 1.6

Fragments containing a bulged-out nucleotide are underlines. Fragment for which no poses was 
obtained within 4 Å RMSD are distinguished in bold.


