	Cluster 2

	DOP-H

[image: image1.jpg]



[image: image2.png]20 4

40 4

60 4

80 -

100

120 4

T
120 140

M7
0 20 40 60 80 100




	DCH

[image: image3.jpg]



[image: image4.png]20 4

40 4

60 4

80 -

100

120 4

140

T
100

T
120

140





	Cluster 3

	DOP

[image: image5.jpg]



[image: image6.png]20 4

40 4

60 4

80 -

100

120 4

T
120 140

M7
0o 20 40 60 80 100




	DCH

[image: image7.jpg]



[image: image8.png]20 4

40 4

60 4

80 -

100

120 4

140

T
100

T
120

140





	Cluster 4

	DOP

[image: image9.jpg]



[image: image10.png]20 4

40 4

60 4

80 -

100

120 4

140

20

T
100

T
120

140




	DOP-H

[image: image11.jpg]



[image: image12.png]20 4

40 4

60 4

80 -

100

120 4

T
120 140

M7
0o 20 40 60 80 100




	DCH

[image: image13.jpg]



[image: image14.png]20 4

40 4

60 4

804 °

100

120 4

140

T
100

T
120

140





	Cluster 5

	DOP

[image: image15.jpg]



[image: image16.png]Wt————T—7T 7T
0 20 40 60 80 100 120 140




	DCH

[image: image17.jpg]



[image: image18.png]20 4

40 4

60 4

80 -

100

120 4

140

T
100

T
120

T
140





	Cluster 6

	DOP-H

[image: image19.jpg]



[image: image20.png]n

0

60

EY

100

120

140





	DCH

[image: image21.jpg]



[image: image22.png]100
120 4
140






Figure S8. MD simulations of the stable DOP-, DOP-H- and DCH-AS complexes. Final structures and contact maps for the last MD snapshots. Black to white scale as in Figure S3. 
Residues 125-129  and Glu 83 are colored in blue and the ligands are colored in red.  

