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Fig S1. Docking results for outward-facing SERT model: 1) 4D docking into 47 binding pocket conformations;

2) 4D docking into 5 binding pocket conformations; 3) 4D docking into 3 binding pocket conformations. Colour

coding: green-favourable score, red-unfavourable score, black-ligand not in the binding pocket. Score in

kcal/mol. NO, out mean 6-nitroquinolone moiety directed towards the extracellular regions of SERT and NO; in

means 6-nitroquinolone moiety directed towards the intracellular regions of SERT.
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Fig S2. Docking results for occluded SERT model: 1) 4D docking into 5 substrate binding pocket
conformations; 2) 4D docking into 5 vestibular binding pocket conformations. Colour coding: green-favourable
score, red-unfavourable score, black-ligand not in the binding pocket. Score in kcal/mol. NO, out mean 6-
nitroquinolone moiety directed towards the extracellular regions of SERT and NO, in means 6-nitroquinolone

moiety directed towards the intracellular regions of SERT.
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Fig S3. SERT docking results: 1) Regular docking into binding pocket refined using ligand 9 and 2) Regular
docking into binding pocket refined using ligand 13. Colour coding: green-favourable score, red-unfavourable
score, black-ligand not in the binding pocket. Score in kcal/mol. NO, out mean 6-nitroquinolone moiety directed
towards the extracellular regions of SERT and NO, in means 6-nitroquinolone moiety directed towards the

intracellular regions of SERT.
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