Supplementary tables with data obtained from models 1-10 clustering as cluster

1-3

Supplementary Table 1. Selected models of the His6: AB peptide complex forming
the Cluster 1

Binding
Receptor Ligand Salt Energy
Cluster 1 (AB peptide) (His6) Hobond  pidges  AG
kcal/mol
HIS13, LYS16,
LEU17, PHE20, | HIST,
ALA21,VAL24, | HIS3, |GLY3BHISE | o A0
Model1 | GLY25,LYS28, | HIS4, L e
ILE31, LEU34, | HIS5, | ALA42:HIS6
MET35, GLY38, |  HIS6
VAL39, ALA42
LYS16, LEUAT,
VAL18. PHE20, mg;
ALA21,GLUZ2, | N8% | LEUIZ:HISA | o )0,
Model4 | VAL24,GLY25, | 1% ol B
SER26,LYS28, | 1% | ALA21:HIS3
ILE31, LEU34, | (4o
MET35
LYS16, LEUAT,
VAL18. PHE20. | HIST,
ALA21 GLU22, | HIS2,
Model 7 | ASP23 VAL24. | HIS3, _
GLY25 LYS28, | Hisa, | ALA21:HIS3 6.8
ALA30 ILE31, | HIS5,
GLY33, LEU34, |  HIS6
MET35
HIS13, LYS16,
LEU17, VAL18, | HISH,
PHE20, ALA21, | HIS2,
VAL24 GLY25 | HIS3, _
Model8 | \Veoe |l rar’ | misa. | GLY38HIS3 6.6
LEU34, MET35, |  HISS,
GLY38 VAL39, | HIS6
ALA42
Sr‘;'ﬁfotea‘il 4 LYS16LEU1P
Smottutng  HE20LA21VA HIS1HIS3
cor L24,GLY25.LYS HIS4 HIS5 6.8
2 ILE31, HIS6

interacting
interface

LEU34,MET35,




Supplementary Table 2. Selected models of the His6: AB peptide complex forming
the Cluster 2

Binding
Cluster 2 ( A%esgg,:%re) Iz;_?lasg()j H-bond Salt bridges Eg?égy
kcal/mol
ASP1, ALA2, ::g;
GLU3, HISé6, HISB’
Model 2 ASP7, ’ -1.4
TYR10, HIS4,
HIS14 HISS,
HIS6
ALA2. GLUS3, HIS1, HIS6: HIS5
HIS6. ASP7 HIS2, HIS6:HIS6
Model 5 TY’R10 ’ HIS3, GLY9:HIS1 -4.1
HIS14 LEU17 HIS5, GLY9:HIS1
’ HIS6 TYR10:HIS1
GLU3, PHE4,
HIS6, ASP7, HIS1
TYR10, HISZ’ GLU3:HIS5 | GLU3:HIS6
Model 9 HIS14, HISS’ HIS6:HIS5 | GLU11:HIS2 -4.8
GLN15, HISG’ ASP7:HIS6
LEU17,
VAL18
Model 10 ALA2, GLU3, HIs1, ALA2:HIS3 GLU3:HIS1 -3.3
HIS6, ASP7, HIS2, GLU3:HIS2 | ASP7:HIS2
TYR10, HIS3, GLU3:HIS1
HiS14 HIS4, ASP7:HIS2
HIS6 GLY9:HIS6
Selected
amino acids GLU3, HIS6, HIS1
constituting ASP7, HISZ’ 4.8
the TYR10, HISG’ ’
interacting HIS14

interface




Supplementary Table 3. Selected models of the His6: AB peptide complex forming
the Cluster 3

Binding
Receptor Ligand Energy
kcal/mol
GLY)9,
TYR10, | H1ST,
vaLiz, | HISZ,
’ HIS3, | TYR10: HIS6
Model 3 HISTS | Hisa, | HIS14:HISA 26
HIS14,
HIS5,
LEU17, HIS6
VAL18
ASP7, SERS,
GLY9, .
GLU11, HIS1, | GLN15:HIS3 ﬁgg;::gg
Model 6 VAL12, HIS2, ASP7:HIS2 GLU11.'HI82 -1.7
GLN15, HIS6 | GLN15:HIS2 GLU11:HIS2
LYS16, '
PHE19
Selected amino
acids HIS1,
constituting the \CI;I-I\-IT‘?S HIS2, -2.6
interacting HIS6

interface




