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Figure S1. Scheme of the eight different initial non-optimized geometries studied in the Section 3.1.1, considering the three 
α-helices of the HSA A-subdomain considered near the TiO2 anatase surface, using a simulation protocol proposed in 
previous work [1]. 
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Figure S2. The Albumin A-subdomain in the final adsorption stage on the four different TiO2 crystallographic faces re-
ported in Figure 5, displaying the H-bonds between the protein fragment and the solid surface. 
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Figure S3. The Ramachandran Plot of the albumin A-subdomain in the final adsorption stage on the four different TiO2 
crystallographic faces reported in Figure 5. 
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