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17 

Superposition of cristallographic pose (2E3O, magenta) with docked poses (light purple, 
cyan, salmon) of C16-ceramide . 
These results show a good agreement in reproducing conformation and hydrogen bond network at polar head level. Calculation was 
done in 2E3N cavity (light blue) after structural alignments and gives RMSD of 1.19, 1.05, 1.13 Angstroms respectively. Calculation 
was done using Molegro templates (H donor, H acceptor, steric) relative to cristallographic ceramide and flexible residues (45 
residues around cavity). 
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18 

Superposition of eleven docked poses of probe 16 in clipped 2E3N cavity (light blue) 
corresponding to putative conformations with fluorophore found outside cavity. 
 The pose shown in Fig. 3B is highlighted (blue sticks). 
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Details of H-bonding calculated using Molegro Virtual Docker 

ID Donor Energy Length Additional Info 

0 (TYR 553) OH – O1 (Ligand) -2.5 2.6562 Donor rotatable;;[AA-A-D: 138.106 (100%)] 

1 (Ligand) N1 – OE1 (GLU 446) -2.5 2.76944 ;[AA-A-D: 158.639 (100%)];[D-H-A: 152.709 (100%)] [AA-A-H: 

151.152 (100%)] 

2 (Ligand) O2 – OE1 (GLU 446) -2.5 2.8515 Donor rotatable;;[AA-A-D: 127.954 (100%)] 

3 (GLN 467) NE2 – O2 (Ligand) -2.5 2.80439 ;[AA-A-D: 126.524 (100%)];[D-H-A: 43.4826 (0%)] [AA-A-H: 

130.659 (100%)];[D-H-A: 151.047 (100%)] [AA-A-H: 116.454 

(100%)] 

4 (Ligand) O3  – OD1 (ASN 504) -2.5 3.01814 Donor rotatable;;[AA-A-D: 122.144 (100%)] 

5 (THR 447) OG1 – N3 (Ligand) -1.66026 2.49923 Donor rotatable; 
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Binding assay of 16, C6-NBD-Cer and C5-DMB-Cer to START domain 
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Probe 16  
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