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Interface Summary

Structure 1 Structure 2 View| structure 1 | interface | structure 2 |
Selection range [CPL]JA:501 A
class Ligand Protein Download
symmetry operation X,z X,y,Z | structure 1 I interface I structure 2 |
symmetry ID 1_555 0_555
Number of atoms
interface 23 82.1% 39 1.0%
surface 26 92.9% 2439  65.1%
total 28 100.0% 3746 100.0%
Number of residues This interface scored
interface 1 100.0% 13 2.6% 0.404
surface 1 100.0% 481 97.4% in Complex Formation Significance Score (CSS).
total 1 100.0% 494  100.0% . _
CSS ranges from 0 to 1 as interface relevance to complex formation increases.
Solvent-accessible area, A
interface 3475 52.3% 279.7 1.0% Achieved CSS implies that the interface plays an auxiliary role in complex formatior
total 664.6 100.0% 27709.2 100.0%
Solvation energy, kcal/mol
isolated structure 4.2 100.0% -444.3 100.0%
gain on complex formation 0.0 1.0% -3.2 0.7%
average gain -3.8 -88.5% -1.5 0.3%
P-value 0.804 0.200
Hyd rogen bonds No disulfide bonds found
## - Structure 1 Dist. [A]. -Structure 2 No covalent bonds found
1 A:CPL 501[ 01P] 3.87 A:ARG 412[ NH2] O saltbridgesfound
2 A:CPL 501[ O1P] 3.33  A:ARG 412[ NH1]
3 A:CPL 501[ 04P] 2.94 A:ARG 412[ NH2]
Interfacing residues (not a contact table) Display level:
Inaccessible residues HSDC Residues making Hydrogen/Disulphide bond, Salt bridge or Covalent link
Solvent-accessible residues Interfacing residues
ASA Accessible Surface Area, A> BSA Buried Surface Area, A2 AIG Solvation energy effect, kcal/mol ||| Buried area percentage, one bar per 10%
## Structure1 HSDC  ASA BSA AG ## Structure2 HSDC  ASA BSA AG
1 A:CPL 501 H 664.65 347.52 ||llll -0.04 1 A:SER 1 4.04 0.00 0.00
2 A:ARG 2 66.31 0.00 0.00

3 A:CYS 3 0.17 0.00 0.00
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Session Map @ (id=179-P6-IE2)

[Start| [inferfaces | | nferface Search | interface # 27 in ourmodelfortest2.pdb crystal.

Monomers Space symmetry group: P 1

Assemblies

interface #27/96 @
Interface Summary

Structure 1 Structure 2 View| structure 1 | interface | structure 2 |
Selection range [CPL]B:501 B
class Ligand Protein Download
symmetry operation X,z X,y,Z | structure 1 I interface I structure 2 |
symmetry ID 1_555 0_555
Number of atoms
interface 23 82.1% 43 1.1%
surface 27  96.4% 2443  65.2%
total 28 100.0% 3746 100.0%
Number of residues This interface scored
interface 1 100.0% 15 3.0% 0.404
surface 1 100.0% 485 98.2% in Complex Formation Significance Score (CSS).
total 1 100.0% 494  100.0%

. CSS ranges from 0 to 1 as interface relevance to complex formation increases.
Solvent-accessible area, A

interface 3515 51.8% 302.8 1.1% Achieved CSS implies that the interface plays an auxiliary role in complex formatior
total 678.8 100.0% 27658.7 100.0%
Solvation energy, kcal/mol
isolated structure 55 100.0%  -446.5 100.0%
gain on complex formation -3.0 -54.7% -2.7 0.6%
average gain -4.7 -85.2% -1.6 0.4%
P-value 0.659 0.303
Hyd rogen bonds No disulfide bonds found

##  -Structure1  Dist.[A]. -Structure2 No covalent bonds found

1 B:CPL 501[ O1P] 2.92  B:ARG 412[ NH2]
2 B:CPL 501[ 031] 2.82 B:THR 486[ 0G1]

No salt bridges found

Interfacing residues (not a contact table) Display level: | Residues v |

Inaccessible residues HSDC Residues making Hydrogen/Disulphide bond, Salt bridge or Covalent link
Solvent-accessible residues Interfacing residues
ASA Accessible Surface Area, A2 BSA Buried Surface Area, A2 AIG  Solvation energy effect, kcal/mol  |||| Buried area percentage, one bar per 10%
## Structure1 HSDC ASA BSA AG #Ht Structure2 HSDC  ASA BSA AG
1 B:CPL 501 H 678.83 351.55 |||ll] 3.03 1 B:SER 1 13.19 0.00 0.00
2 B:ARG 2 62.08 0.00 0.00
3 B:CYS 3 0.00 0.00 0.00
4 B:THR 4 26.46 0.00 0.00
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Session Map @ (id=179-P6-IE2)
| start | | Interfaces | | Interface Search |
Monomers

Assemblies

interface # 32 in ourmodelfortest2.pdb crystal.

Space symmetry group: P 1

interface #32/96 @
Interface Summary

Structure 1 Structure 2 View| structure 1 | interface | structure 2 |
Selection range [CPL]C:501 C
class Ligand Protein Download
symmetry operation X,z X,y,Z | structure 1 I interface I structure 2 |
symmetry ID 1_555 0_555
Number of atoms
interface 24 85.7% 45 1.2%
surface 27  96.4% 2456  65.6%
total 28 100.0% 3746 100.0%
Number of residues This interface scored
interface 1 100.0% 15 3.0% 0.463
surface 1 100.0% 488 98.8% in Complex Formation Significance Score (CSS).
total 1 100.0% 494  100.0% . _
CSS ranges from 0 to 1 as interface relevance to complex formation increases.
Solvent-accessible area, A
interface 328.9 49.5% 281.5 1.0% Achieved CSS implies that the interface plays an auxiliary role in complex formatior
total 664.8 100.0% 28155.3 100.0%
Solvation energy, kcal/mol
isolated structure 3.1 100.0%  -443.9 100.0%
gain on complex formation -1.1 -36.2% -2.0 0.5%
average gain -2.8 -88.9% -1.7 0.4%
P-value 0.645 0.452
Hyd rogen bonds No disulfide bonds found
## - Structure 1 Dist. [A]. -Structure 2 No covalent bonds found
1 C:CPL 501[ 01P] 2.84 C:ARG 412[ NH1] o saltbridgesfound
2 C:CPL 501[ 02P] 2.93 C:ARG 412[ NH1]
3 C:CPL 501[ 031] 2.84 C:THR 406[ 0G1]
Interfacing residues (not a contact table) Display level:
Inaccessible residues HSDC Residues making Hydrogen/Disulphide bond, Salt bridge or Covalent link
Solvent-accessible residues Interfacing residues
ASA Accessible Surface Area, A> BSA Buried Surface Area, A2 AIG Solvation energy effect, kcal/mol  |||| Buried area percentage, one bar per 10%
## Structure1 HSDC ASA BSA AG ## Structure2 HSDC  ASA BSA AG
1 C:CPL 501 H 664.81 328.94 ||| 1.13 C:SER 1 10.29 0.00 0.00

1
2 C:ARG 2 74.07 0.00 0.00
3 C:QYs 3 0.00 0.00 0.00
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PISA Interface.

Session Map @ (id=179-P6-IE2)
| Start | | Interfaces | | Interface Search |

Monomers

Assemblies -

interface # 23 in ourmodelfortest2.pdb crystal.

Space symmetry group: P 1

interface #23/96 @

Interface Summary

Structure 1 Structure 2

Selection range [CPL]A:500 A
class Ligand Protein
symmetry operation X,¥,Z X,Y,Z
symmetry ID 1_555 0_555
Number of atoms
interface 27 96.4% 48 1.3%
surface 27  96.4% 2439  65.1%
total 28 100.0% 3746 100.0%
Number of residues
interface 1 100.0% 18 3.6%
surface 1 100.0% 481  97.4%
total 1 100.0% 494 100.0%
Solvent-accessible area, A
interface 381.8 56.4% 344.2 1.2%
total 676.9 100.0% 27709.2 100.0%
Solvation energy, kcal/mol
isolated structure 3.0 100.0% -444.3 100.0%
gain on complex formation -3.1 -102.1% -4.1 0.9%
average gain -3.0 -100.0% -1.8 0.4%
P-value 0.499 0.157

Hydrogen bonds
Dist. [A].

## -Structure 1

1 A:CPL 500[ 01P] 3.05

Interfacing residues (not a contact table)
HSDC

Inaccessible residues
Solvent-accessible residues
ASA Accessible Surface Area, A2 BSA Buried Surface Area, A2

Al
3.09

## Structure1 _HSDC
1 A:CPL 500 H

ASA
676.90

BSA
381.75 |||l

A:HIS 438[ NE2]

AIG Solvation energy effect, kcal/mol

Vieva structure 1 I interface I structure 2 |

Download

| structure 1 | interface | structure 2 |

This interface scored

0.590

in Complex Formation Significance Score (CSS).
CSS ranges from 0 to 1 as interface relevance to complex formation increases.

Achieved CSS implies that the interface plays an essential role in complex formatior

XML No disulfide bonds found

- Structure 2 ] No covalent bonds found

No salt bridges found

Display level: [Residues ]

Residues making Hydrogen/Disulphide bond, Salt bridge or Covalent link
Interfacing residues
|ll| Buried area percentage, one bar per 10%

##  Structure2 HSDC ASA BSA AG
1 A:SER 1 4.04 0.00 0.00
2 A:ARG 2 66.31 0.00 0.00
3 A:CYS 3 0.17 0.00 0.00
4 A:THR 4 31.87 0.00 0.00
5 A:HIS 5 59.60 0.00 0.00
6 A:LEU 6 64.18 0.00 0.00
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Session Map @ (id=179-Pe-IE2)

[Sart| [nierfaces | [inerface Search] interface # 21 in ourmodelfortest2.pdb crystal.

Monomers Space symmetry group: P 1

Assemblies

interface #21/96 @
Interface Summary

Structure 1 Structure 2 Vieva structure 1 I interface I structure 2 |
Selection range [CPL]B:500 B
class Ligand Protein Download
symmetry operation XY,2 Xy.2 | structure 1 | interface | structure 2 |
symmetry ID 1_555 0_555
Number of atoms
interface 27 96.4% 52 1.4%
surface 27 96.4% 2443  65.2%
total 28 100.0% 3746 100.0%
Number of residues This interface scored
interface 1 100.0% 19 3.8% 0.350
surface 1 100.0% 485  98.2% in Complex Formation Significance Score (CSS).
total 1 100.0% 494 100.0% . .
CSS ranges from 0 to 1 as interface relevance to complex formation increases.
Solvent-accessible area, A
interface 396.9 60.1% 350.3 1.3% Achieved CSS implies that the interface plays an auxiliary role in complex formatior
total 660.8 100.0% 27658.7 100.0%
Solvation energy, kcal/mol
isolated structure 2.3 100.0% -446.5 100.0%
gain on complex formation -2.8 -119.8% -4.6 1.0%
average gain -2.3 -100.0% -1.9 0.4%
P-value 0.473 0.120
No disulfide bonds found
No covalent bonds found
No hydrogen bonds found
No salt bridges found
Interfacing residues (not a contact table) Display level:
Inaccessible residues HSDC Residues making Hydrogen/Disulphide bond, Salt bridge or Covalent link
Solvent-accessible residues Interfacing residues
ASA Accessible Surface Area, A2 BSA Buried Surface Area, A2 AiG Solvation energy effect, kcal/mol  |||| Buried area percentage, one bar per 10%
## Structure1 _HSDC _ASA BSA AG ##  Structure2 HSDC _ASA BSA AG
1 B:CPL 500 660.81 396.94 ||[|ll 2.80 1 B:SER 1 13.19 0.00 0.00
2 B:ARG 2 62.08 0.00 0.00
3 B:CYS 3 0.00 0.00 0.00
4 B:THR 4 26.46 0.00 0.00
5 B:HIS 5 71.79 0.00 0.00
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[Sart| [Interfaces | [ Inierface Search] interface # 24 in ourmodelfortest2.pdb crystal.

Monomers Space symmetry group: P 1

Assemblies

interface #24/96 @
Interface Summary

Structure 1 Structure 2 View| structure 1 | interface | structure 2 |
Selection range [CPL]C:500 C
class Ligand Protein Download
symmetry operation XY,z XY,z | structure 1 I interface I structure 2 |
symmetry ID 1_555 0_555
Number of atoms
interface 26 92.9% 46 1.2%
surface 27 96.4% 2456  65.6%
total 28 100.0% 3746 100.0%
Number of residues This interface scored
interface 1 100.0% 18 3.6% 0.590
surface 1 100.0% 488 98.8% in Complex Formation Significance Score (CSS).
total 1 100.0% 494 100.0% CSS ranges from 0 to 1 as interface relevance to complex formation increases.
Solvent-accessible area, A
interface 3635 54.9% 334.4 1.2% Achieved CSS implies that the interface plays an essential role in complex formatior
total 661.8 100.0% 28155.3 100.0%
Solvation energy, kcal/mol
isolated structure 1.6 100.0% -443.9 100.0%
gain on complex formation -2.2 -136.9% -3.7 0.8%
average gain -1.5  -96.3% -1.7 0.4%
P-value 0.454 0.187
No disulfide bonds found
No covalent bonds found
No hydrogen bonds found
No salt bridges found
Interfacing residues (not a contact table) Display level:
Inaccessible residues HSDC Residues making Hydrogen/Disulphide bond, Salt bridge or Covalent link
Solvent-accessible residues Interfacing residues
ASA Accessible Surface Area, A2 BSA Buried Surface Area, A2  AIG  Solvation energy effect, kcal/mol  |||| Buried area percentage, one bar per 10%
## _Structure1 HSDC ASA BSA AG #Ht Structure2 HSDC ASA BSA AG
1 C:CPL 500 661.85 363.53 ||[|lI 2.17 1 C:SER 1 10.29 0.00 0.00
2 C:ARG 2 74.07 0.00 0.00
3 C:CYs 3 0.00 0.00 0.00
4 C:THR 4 36.19 0.00 0.00
5 C:HIS 5 62.95 0.00 0.00
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interface # 56 in ourmodelfortest2.pdb crystal.

Space symmetry group: P 1

Monomers

- Assemblies -

interface #56/96 @
Interface Summary

Structure 1 Structure 2 View| structure 1 | interface | structure 2 |
Selection range [CPL]A:500 E
class Ligand Protein Download
symmetry operation XY,z XY,z | structure 1 I interface I structure 2 |
symmetry ID 1_555 0_555
Number of atoms
interface 3 10.7% 9 1.6%
surface 27 96.4% 458  79.0%
total 28 100.0% 580 100.0%
Number of residues This interface scored
interface 1 100.0% 4 5.4% 0.000
su:n:a::e 1 18883’ ;: 18283’ in Complex Formation Significance Score (CSS).
ota .U% .U%

CSS ranges from 0 to 1 as interface relevance to complex formation increases.
Solvent-accessible area, A

interface 65.2 9.6% 56.4 0.8% Achieved CSS implies that the interface does not play any role in complex formation and seems to be a result of
total 676.9 100.0% 7155.8 100.0%
Solvation energy, kcal/mol
isolated structure 3.0 100.0% -48.5 100.0%
gain on complex formation 22 71.1% 0.1 -0.1%
average gain 03 -11.1% -1.0 2.0%
P-value 0.937 0.839

No disulfide bonds found
No covalent bonds found
No hydrogen bonds found

No salt bridges found

Interfacing residues (not a contact table) Display level: [Residues v

Inaccessible residues HSDC Residues making Hydrogen/Disulphide bond, Salt bridge or Covalent link
Solvent-accessible residues Interfacing residues
ASA Accessible Surface Area, A2 BSA Buried Surface Area, A2 AIG  Solvation energy effect, kcal/mol  |||| Buried area percentage, one bar per 10%
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## Structure1 HSDC ASA BSA AG
1 A:CPL 500 676.90 65.22 | -2.15
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PISA Interface.

Session Map @ (id=179-P6-IE2)
| Start | | Interfaces | | Interface Search |

interface # 57 in ourmodelfortest2.pdb crystal.

Space symmetry group: P 1

Monomers

- Assemblies -

interface #57/96 @
Interface Summary

Structure 1 Structure 2 View| structure 1 | interface | structure 2 |
Selection range [CPL]B:500 F
class Ligand Protein Download
symmetry operation XY,z XY,z | structure 1 I interface I structure 2 |
symmetry ID 1_555 0_555
Number of atoms
interface 3 10.7% 7 1.2%
surface 27 96.4% 440 77.5%
total 28 100.0% 568 100.0%
Number of residues This interface scored
interface 1 100.0% 4 5.5% 0.000
su:n:a::e 1 18883’ ;g 18283’ in Complex Formation Significance Score (CSS).
ota .U% .U%

CSS ranges from 0 to 1 as interface relevance to complex formation increases.
Solvent-accessible area, A

interface 61.0 9.2% 56.6 0.8% Achieved CSS implies that the interface does not play any role in complex formation and seems to be a result of
total 660.8 100.0% 6964.6 100.0%
Solvation energy, kcal/mol
isolated structure 2.3 100.0% -42.8 100.0%
gain on complex formation 2.0 86.3% -0.2 0.4%
average gain 03 -11.1% -0.8 2.0%
P-value 0.936 0.773

No disulfide bonds found
No covalent bonds found
No hydrogen bonds found

No salt bridges found

Interfacing residues (not a contact table) Display level: [Residues v

Inaccessible residues HSDC Residues making Hydrogen/Disulphide bond, Salt bridge or Covalent link
Solvent-accessible residues Interfacing residues
ASA Accessible Surface Area, A2 BSA Buried Surface Area, A2 AIG  Solvation energy effect, kcal/mol  |||| Buried area percentage, one bar per 10%
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## Structure1 HSDC ASA BSA AG
1 B:CPL 500 660.81 60.99 | -2.01
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PISA Interface.

Session Map @ (id=179-P6-IE2)
| Start | | Interfaces | | Interface Search |
Monomers

Assemblies

interface # 53 in ourmodelfortest2.pdb crystal.

Space symmetry group: P 1

interface #53/96 @
Interface Summary

Structure 1 Structure 2 View| structure 1 | interface | structure 2 |
Selection range [CPL]C:500 J
class Ligand Protein Download
symmetry operation XY,z XY,z | structure 1 I interface I structure 2 |
symmetry ID 1_555 0_555
Number of atoms
interface 3 10.7% 8 1.4%
surface 27 96.4% 449  77.4%
total 28 100.0% 580 100.0%
Number of residues This interface scored
interface 1 100.0% 4 5.4% 0.000
su:n:a::e 1 18883’ ;: 18283’ in Complex Formation Significance Score (CSS).
ota .U% .U%

CSS ranges from 0 to 1 as interface relevance to complex formation increases.
Solvent-accessible area, A

interface 66.4 10.0% 59.7 0.8% Achieved CSS implies that the interface does not play any role in complex formation and seems to be a result of
total 661.8 100.0% 7152.1 100.0%
Solvation energy, kcal/mol
isolated structure 1.6 100.0% -45.8 100.0%
gain on complex formation 2.2 138.4% 0.1 -0.3%
average gain 0.2 -11.1% -0.9 2.0%
P-value 0.943 0.855

No disulfide bonds found
No covalent bonds found
No hydrogen bonds found

No salt bridges found

Interfacing residues (not a contact table) Display level: [Residues v

Inaccessible residues HSDC Residues making Hydrogen/Disulphide bond, Salt bridge or Covalent link
Solvent-accessible residues Interfacing residues
ASA Accessible Surface Area, A2 BSA Buried Surface Area, A2 AIG  Solvation energy effect, kcal/mol  |||| Buried area percentage, one bar per 10%
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## Structure1 HSDC ASA BSA AG
1 C:CPL 500 661.85 66.41 || -2.19
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