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Figure S1. Clustering of the 1,8-naphthalimide scaffold (stick representation) at the GTP binding pocket of dynl (ribbon representation)



Table S1. Calculated ligand efficiencies and related physicochemical properties of key napthaladyn and other dynamin inhibitor compounds. The values
cLogP and PSA were calculated using the Osiris Molecular Property Explorer (http://www.organic-chemistry.org/prog/peo/).

Compound Class | Structure MW HAC | cLogP | PSA HBA | HBD ICs Ligand Ref
(A% (uM) | Efficiency
Napthaladyn 23 i 388.39 | 25 -1.59 163.4 |7 4 19.1 0.20 This
%OH work
O, N (o]
SOSK
NH,
Napthaladyn 29 (jcoz“ 464.49 | 31 0.18 163.4 |7 4 18.5 0.16 This
work
O, N 0}
SOgK
NH,
MiTMAB h‘@ 33639 | 19 2.79 - - - 3.1 0.31 1
| 5:©
Bis-T-22 NHe 464.45 | 35 1.47 186.7 | 8 6 1.7 0.16 2
(e} (o}
HO. S N/\/\N = OH
H H
CN CN
HO OH
Dynole 2-24 N% 408.58 | 30 5.23 20.2 2 1 0.56 0.23 3
oy
N
2
\
Dyngo-4a o on 33831 |25 3.01 1223 |6 5 0.35 0.26 4
(¢}
N/Nv©/
H
COLY T




Rhodadyn C10 7 350.0 23 1.89 90.17 |5 0 7.0 0.22 5
N
N
\N/\/\OM /\

Anti-psychotic - S 407.50 | 28 493 35.02 |3 0 2.6 0.20 6
Trifluoperazine /@ D
FsC N

SSRI - Seralin HNT 306.23 | 20 4.2 12.03 |1 1 7.3 0.26 7

I Cl

Cl

* Calculated as the SO;H analogue;
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