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Figure S1. RMSD of carborane@HSA complexes in the A) FA5, B) Sudlow's | (FA7) and C) cleft binding sites. Purple line

refers to carborane, while black line to the protein.
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Figure S2. RMSD of carborane@HSA complexes in the A) FA2, B) cleft (bottom), C) NewlA, D) FA 3,4, E) FA6 and F) heme

binding sites. Purple line refers to carborane, while black line to the protein
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Figure S3. RMSD of carborane@transthyretin complex. Purple line refers to carborane, while black line to the protein.
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Figure S4. RMSD of carborane@hemoglobin complex. Purple line refers to carborane, while black line to the protein.
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Figure S5. RMSD of carborane@myoglobin complex. Purple line refers to carborane, while black line to the protein.
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Figure S6. RMSD of carborane@ceruloplasmin complex. Purple line refers to carborane, while black line to the protein.
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Figure S7. RMSD of carborane@sex hormone-binding globulin complex. Purple line refers to carborane, while black line to

the protein
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Figure S8. RMSD of carborane@lactoferrin complex. Purple line refers to carborane, while black line to the protein

10

rmsd [A]

Mwwwmwm

0 20 40 60 80 100
Time [ns]

0,

Figure S9. RMSD of carborane@plasma retinol-binding protein complex. Purple line refers to carborane, while black line to

the protein.
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Figure S10. RMSD of carborane@thyroxyne-binding protein complex. Purple line refers to carborane, while black line to

the protein.
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Figure S11. RMSD of carborane@corticosteroid-binding protein complex. Purple line refers to carborane, while black line

to the protein.
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Figure S12. RMSD of carborane@afamin complex. Purple line refers to carborane, while black line to the protein.
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Figure S13. RMSD of carborane@serotransferrin complex. Purple line refers to carborane, while black line to

the protein.
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Figure S14. RMSD of carborane@vitamin D-binding protein complex. Purple line refers to carborane, while black line to the

protein.
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Figure S15. RMSD of carborane@alpha-fetoprotein complex. Purple line refers to carborane, while black line to the protein.



