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Figure S1. Interaction of C4b with multiple RGD loops of HAdV-C5 penton base for Model 4. A)
Initial (0 ns) and final (12 ns) coordinates from the Model 4 molecular dynamics simulation with a covalent
bond between Thr346 of penton base chain C (green) and C4b (blue) shown in side view. B) Top view
of initial and final coordinates. The covalently linked residues, Thr346 of penton base and Cys1010 of
C4b, are in red. Penton base subunits are colored as follows: chain A, pink; chain B, light blue; chain C,
green; chain D, yellow; and chain E, orange. The final coordinates show additional favorable interactions
indicated with an arrow between C4b and penton base chain D (yellow).
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Figure S2. Interaction of C4b with multiple RGD loops of HAdV-C5 penton base for Model 5. Initial
(0 ns) and final (12 ns) coordinates from the Model 5 molecular dynamics simulation with a covalent bond
between Lys297 of penton base chain E (orange) and C4b. The covalently linked residues, Lys297 of
penton base and Cys1010 of C4b, are in red. Penton base subunits are colored as in Figure S1. The final
coordinates show additional favorable interactions indicated with an arrow between C4b and penton base

chain D (yellow).



Figure S3. Interaction of C4b with multiple RGD loops of HAdV-C5 penton base for Model 6. Initial
(0 ns) and final (12 ns) coordinates from the Model 6 molecular dynamics simulation with no covalent
bond between penton base and C4b. Cys1010 of C4b is in red. Penton base subunits are colored as in
Figure S1. The final coordinates show additional favorable interactions indicated with an arrow between
C4b and penton base chain D (yellow).



Table S1. Total Non-bonded Interaction Energy between C4b and Penton Base for Model 4

0 ns (kcal/mol)

12 ns (kcal/mol)

Penton base Chain A (pink) 0 0
Penton base Chain B (blue) 0 5
Penton base Chain C (green) -31 -373
Penton base Chain D (yellow) -17 -454
Penton base Chain E (orange) 1 0
Penton base Chains A-E -47 -822

Table S2. Total Non-bonded Interaction Energy between C4b and Penton Base for Model 5

0 ns (kcal/mol)

12 ns (kcal/mol)

Penton base Chain A (pink) 0 3
Penton base Chain B (blue) 0 0
Penton base Chain C (green) 0 0
Penton base Chain D (yellow) 1 -35
Penton base Chain E (orange) -48 -161
Penton base Chains A-E -47 -193

Table S3. Total Non-bonded Interaction Energy between C4b and Penton Base for Model 6

0 ns (kcal/mol)

12 ns (kcal/mol)

Penton base Chain A (pink) 0 0
Penton base Chain B (blue) 0 0
Penton base Chain C (green) 0 0
Penton base Chain D (yellow) 0 -484
Penton base Chain E (orange) -70 -254
Penton base Chains A-E -70 -738




