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Figure S1. Solvent-accessible surface of HSA. HSA molecule is represented by its
solvent-accessible surface, colored by the electrostatic potential. Areas predominantly
negatively charged and positively charged (left and right panels, respectively) are
shown.
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Figure S2. Average minimum distances. The average minimum distance between
each aminoacid of each HSA and the micelle atoms.

Figure S3. Representative interactions between AD and HSA. Salt bridges (SB) and
H-bond (HB) are represented by black dotted line. The proteins are shown by colored
ribbons while the AD NM is depicted in ball&stick style. The protein residues involved
in SB or in HB are labelled and colored in firebrick or in cornflower blue, respectively.
The AD head atoms are colored by element while the AD atoms belonging to linker
and tail are colored according to the color scheme in Figure 1 of the main text.



Table S1. The enthalpic free energy decomposition values, obtained from the
MM/PBSA analysis, for each HSA residue. All data are expressed in kcal/mol.

RESIDUE NUMBER HSA1 HSA2 HSA3 HSA4 HSA5 HSAG6

1 -0.66 -0.85 -1.04 -1.57 -1.16 -0.51
2 -2.24 -0.95 -0.39 -1.89 -0.29 -0.31
3 -2.47 -3.14 -1.22 -2.56 -2.23 -0.36
4 -4.00 -2.12 -2.05 -1.33 -1.40 -1.74
5 -1.22 -1.54 -0.93 -0.61 -0.12 -0.82
6 0.04 -0.07 -0.44 -0.14 -0.45 -0.79
7 -0.11 -0.16 -0.13 -0.06 -0.05 -0.08
8 -0.10 -0.04 -0.53 -0.12 -0.06 -0.10
9 -0.63 -0.35 -1.19 -1.09 -0.43 -1.92
10 -0.52 -0.66 -1.83 -1.09 -0.80 -2.19
11 -0.04 -0.02 -0.10 -0.13 -0.22 -0.14
12 -0.14 -0.04 -0.93 -1.33 -2.03 -0.35
13 -0.09 0.20 -1.81 -1.88 -1.39 -0.52
14 -0.03 -0.06 -0.17 -0.26 -0.84 -0.12
15 -0.01 -0.01 -0.03 -0.20 -0.72 -0.09
16 -0.01 0.00 -0.02 -0.04 -0.25 -0.24
17 -0.01 0.00 -0.01 -0.01 -0.02 -0.47
18 -0.01 0.00 -0.02 -0.02 -0.28 -0.06
19 -0.02 -0.01 -0.03 -0.03 -0.05 -0.04
20 -0.01 0.00 -0.01 -0.01 -0.01 -0.06
21 0.00 0.00 0.00 0.00 -0.01 -0.01
22 -0.01 -0.01 -0.01 -0.01 -0.02 -0.02
23 -0.01 0.00 -0.01 0.00 -0.01 -0.01
24 0.00 0.00 0.00 0.00 0.00 -0.01
25 -0.01 0.00 0.00 0.00 0.00 -0.01
26 -0.01 0.00 -0.01 0.00 0.00 -0.01
27 -0.02 0.00 -0.01 0.00 -0.01 -0.01
28 0.00 0.00 0.00 0.00 0.00 0.00
29 -0.01 0.00 -0.01 0.00 0.00 -0.01
30 -0.02 -0.01 -0.02 0.00 0.00 -0.03
31 -0.01 0.00 0.00 0.00 0.00 0.00
32 0.00 0.00 0.00 0.00 0.00 0.00
33 0.00 0.00 0.00 0.00 0.00 0.00
34 0.00 0.00 0.00 0.00 0.00 0.00
35 0.00 0.00 0.00 0.00 0.00 0.00
36 0.00 0.00 0.00 0.00 0.00 0.00
37 0.00 0.00 0.00 0.00 0.00 0.00
38 0.00 0.00 0.00 0.00 0.00 0.00
39 -0.01 0.00 0.00 0.00 0.00 0.00
40 0.00 0.00 0.00 0.00 0.00 0.00
41 -0.01 0.00 0.00 0.00 0.00 0.00
42 -0.02 0.00 0.00 0.00 0.00 0.00
43 -0.01 0.00 0.00 0.00 0.00 -0.01
44 -0.01 0.00 0.00 0.00 0.00 -0.01

45 -0.03 0.00 -0.01 0.00 -0.01 -0.01
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