
5 
 

Supporting Information 
 

 
(a) 

 
(b) 

 
(c) 

 
(d) 

Figure S1: 1D profiles for averaged standard deviations of electrostatic interaction energies 
(a), averaged atom-atom distances summed per residue-ligand pair (b), averaged standard 
deviations of atom-atom distances summed per residue-ligand pair (c), and penetration 
contributions to electrostatic energies (d) for the 1KZK structure. Blue: monomer A, red: 
monomer B. 
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Figure S2: 1D profiles for standard deviations of electrostatic interaction energies (a), 
averaged atom-atom distances summed per residue-ligand pair (b), averaged standard 
deviations of atom-atom distances summed per residue-ligand pair (c), and penetration 
contributions to electrostatic energies (d) for the 4DBQ structure. Blue: monomer A, red: 
monomer B. 
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Figure S3: Heat plots and 1D profiles for averaged electrostatic interaction energies (kJ/mol) 
(a), averaged standard deviations of electrostatic interaction energies (kJ/mol) (b), averaged 
atom-atom distances summed per residue-reside pair (Å) (c), standard deviations of atom-
atom distances summed per residue-residue pair (Å) (d), and penetration contributions to 
electrostatic energies (kJ/mol) (e) for the 1KZK structure. For detailed descriptions see Figures 
4 and 5. 
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Figure S4: 1D profiles for averaged electrostatic interaction energies (kJ/mol) (a), standard 
deviations of electrostatic interaction energies (kJ/mol) (b), averaged atom-atom distances 
summed per residue-reside pair (Å) (c), standard deviations of atom-atom distances summed 
per residue-residue pair (Å) (d), and penetration contributions to electrostatic energies (kJ/mol) 
(e) for the 4DBQ structure. For detailed descriptions see Figures 4 and 5. 
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Figure S5: Averaged electrostatic interaction energies (Ees, kJ/mol) computed from the PC 
model for interactions of a ligand with each residue of a monomer for the 1KZK (a)  and 4DQB 
(b) structures. Dark green: monomer A, dark orange: monomer B. Averaged electrostatic 
interaction energies (Ees) computed from the PC model for interactions of a residue from one 
monomer with all residues of the other monomer for the 1KZK (c)  and 4DQB (d) structures. 
Dark blue: monomer A, dark red: monomer B. 
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Figure S6: 1D profiles for averaged standard deviations of electrostatic interaction energies 
(kJ/mol) computed from the PC model for the 1KZK (a), (c) and 4DBQ (b), (d) structures. Blue: 
monomer A, red: monomer B. 
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