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Figure S1. 'H- and '*C {'"H}-NMR spectra of compound 1 in CDCls.
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Figure S2. TOCSY 1D spectrum of compound 1 in CDCls.
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Figure S3. 'H-NMR spectrum of compound 3 in CD3OD.
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Figure S4. 'H-NMR spectrum of compound 5 in CD3OD.
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Figure SS. FT-IR spectra of precursor 4-isothiocyanateTEMPO (top) and compound 3

(bottom) in KBr.
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—G1-PyT ——— G1-PyT + CTAB (Interacting component)
Computation: AZZ= 39.21 G;t=0.014 ns Computation: A_= 37.68 G; 1= 0.87 ns
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Figure S6. Examples of experimental and computed spectra of labelled dendrimers in
the absence and presence of model membranes. Experimental and computed spectra of
Gi-PyT, only constituted by the Free component (A). Experimental and computed
Interacting component, obtained after subtraction of the Free component, of: (B) Gi-
PyT+CTAB; (C) Gi-PyT+LEC; (D) Gi-RuT+LEC. The spectra are normalized in
height.
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Computation: A= 38.45 G; 1= 0.045 ns

— LEC - Interacting component
Computation A_= 36.56 G; = 2.92 ns
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Figure S7. Examples of experimental and computed spectra of non-labelled dendrimers
in the absence and presence of model membranes. Experimental and computed spectra
of CATI12 in G2-PyN, only constituted by a free component (A). Examples of

computations of the interacting component for CAT12 in: LEC (B); and G2-PyN+LEC
(©).
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A, Interacting component LEC: 36.57 .05 G
A_ Free component CTAB: 38.397 .01 G
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Figure S8: Az values obtained by computing the Free and the Interacting components
for CTAB for homofunctional dendrimers Gn-Py.



