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Z1(C0)

MM/PBSA Binding energy = -21.6 kcal/mol

C0 C1 C2 C3 C4

Cn (n = 0 – 1) indicate different clusters. The percentage 

population of clusters is given on the Y-axis. Corresponding 

binding energy (B.E.) is given in kcal/mol on the X-axis. 

Protein is represented in new cartoon model with K+-ion 

(purple ball), and Z-LAB-TEA is shown in stick model 

(magenta colour).
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Z1 (C2)

MM/PBSA Binding energy = -14.2 kcal/mol
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Z1 (C4)

MM/PBSA Binding energy = -10.2 kcal/mol

Z1 (C3)

MM/PBSA Binding energy = -14.2 kcal/mol
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Z2 (C0)

MM/PBSA Binding energy = -17.0 kcal/mol
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Cn (n = 0 – 1) indicate different clusters. The percentage 

population of clusters is given on the Y-axis. Corresponding 

binding energy (B.E.) is given in kcal/mol on the X-axis. 

Protein is represented in new cartoon model with K+-ion 

(purple ball), and Z-LAB-TEA is shown in stick model 

(magenta colour).
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Z2 (C2)

MM/PBSA Binding energy = -6.8 kcal/mol

Z2 (C1)

MM/PBSA Binding energy = -12.5 kcal/mol
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Z2 (C4)

MM/PBSA Binding energy = -5.8 kcal/mol

Z2 (C3)

MM/PBSA Binding energy = -13.0 kcal/mol
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E1 (C0)

MM/PBSA Binding energy = -19.2 kcal/mol

C0 C1 C2 C3 C4
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Cn (n = 0 – 1) indicate different clusters. The percentage 

population of clusters is given on the Y-axis. Corresponding 

binding energy (B.E.) is given in kcal/mol on the X-axis. 

Protein is represented in new cartoon model with K+-ion 

(purple ball), and E-LAB-TEA is shown in stick model (green 

colour).
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E1 (C2)

MM/PBSA Binding energy = -19.6 kcal/mol

E1 (C1)

MM/PBSA Binding energy = -16.6 kcal/mol
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E1 (C4)

MM/PBSA Binding energy = -15.0 kcal/mol

E1 (C3)

MM/PBSA Binding energy = -15.2 kcal/mol
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E1 (C0)

MM/PBSA Binding energy = -22.3 kcal/mol

C0 C1 C2 C3 C4
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VAL-106

Cn (n = 0 – 1) indicate different clusters. The percentage 

population of clusters is given on the Y-axis. Corresponding 

binding energy (B.E.) is given in kcal/mol on the X-axis. 

Protein is represented in new cartoon model with K+-ion 

(purple ball), and E-LAB-TEA is shown in stick model (green 

colour).
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E1 (C2)

MM/PBSA Binding energy = -17.0 kcal/mol

E1 (C1)

MM/PBSA Binding energy = -19.0 kcal/mol
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E1 (C4)

MM/PBSA Binding energy = -18.4 kcal/mol

E1 (C3)

MM/PBSA Binding energy = -16.2 kcal/mol
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E1 (C0)

MM/PBSA Binding energy = -20.6 kcal/mol

C0 C1 C2 C3 C4

THR-75

THR-107

ILE-100

PHE-103

VAL-106

Cn (n = 0 – 1) indicate different clusters. The percentage 

population of clusters is given on the Y-axis. Corresponding 

binding energy (B.E.) is given in kcal/mol on the X-axis. 

Protein is represented in new cartoon model with K+-ion 

(purple ball), and E-LAB-TEA is shown in stick model (green 

colour).
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E1 (C2)

MM/PBSA Binding energy = -16.2 kcal/mol

E1 (C1)

MM/PBSA Binding energy = -20.4 kcal/mol
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E1 (C4)

MM/PBSA Binding energy = -18.1 kcal/mol

E1 (C3)

MM/PBSA Binding energy = -20.9 kcal/mol
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E1 (C0)

MM/PBSA Binding energy = -18.9 kcal/mol
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Cn (n = 0 – 1) indicate different clusters. The percentage 

population of clusters is given on the Y-axis. Corresponding 

binding energy (B.E.) is given in kcal/mol on the X-axis. 

Protein is represented in new cartoon model with K+-ion 

(purple ball), and E-LAB-TEA is shown in stick model (green 

colour).
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E1 (C2)

MM/PBSA Binding energy = -11.9 kcal/mol

E1 (C1)

MM/PBSA Binding energy = -13.3 kcal/mol
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E1 (C4)

MM/PBSA Binding energy = -10.5 kcal/mol

E1 (C3)

MM/PBSA Binding energy = -8.5 kcal/mol
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E1 (C0)

MM/PBSA Binding energy = -18.9 kcal/mol

C0 C1 C2 C3 C4
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VAL-106

Cn (n = 0 – 1) indicate different clusters. The percentage 

population of clusters is given on the Y-axis. Corresponding 

binding energy (B.E.) is given in kcal/mol on the X-axis. 

Protein is represented in new cartoon model with K+-ion 

(purple ball), and E-LAB-TEA is shown in stick model (green 

colour).
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E1 (C2)

MM/PBSA Binding energy = -17.3 kcal/mol

E1 (C1)

MM/PBSA Binding energy = -19.7 kcal/mol
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E1 (C4)

MM/PBSA Binding energy = -15.0 kcal/mol

E1 (C3)

MM/PBSA Binding energy = -12.7 kcal/mol
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E1 (C0)

MM/PBSA Binding energy = -21.4 kcal/mol

C0 C1 C2 C3 C4
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Cn (n = 0 – 1) indicate different clusters. The percentage 

population of clusters is given on the Y-axis. Corresponding 

binding energy (B.E.) is given in kcal/mol on the X-axis. 

Protein is represented in new cartoon model with K+-ion 

(purple ball), and E-LAB-TEA is shown in stick model (green 

colour).
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E1 (C2)

MM/PBSA Binding energy = -18.1 kcal/mol

E1 (C1)

MM/PBSA Binding energy = -17.1 kcal/mol
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E1 (C4)

MM/PBSA Binding energy = -12.1 kcal/mol

E1 (C3)

MM/PBSA Binding energy = -12.7 kcal/mol
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E2 (C0)

MM/PBSA Binding energy = -15.5 kcal/mol

C0 C1 C2 C3 C4
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Cn (n = 0 – 1) indicate different clusters. The percentage 

population of clusters is given on the Y-axis. Corresponding 

binding energy (B.E.) is given in kcal/mol on the X-axis. 

Protein is represented in new cartoon model with K+-ion 

(purple ball), and E-LAB-TEA is shown in stick model (green 

colour).
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E2 (C2)

MM/PBSA Binding energy = -7.6 kcal/mol

E2 (C1)

MM/PBSA Binding energy = -18.6 kcal/mol
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E2 (C4)

MM/PBSA Binding energy = -4.3 kcal/mol

E2 (C3)

MM/PBSA Binding energy = -4.4 kcal/mol
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E2 (C0)

MM/PBSA Binding energy = -18.1 kcal/mol

C0 C1 C2 C3 C4
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ILE-100

PHE-103

VAL-106

Cn (n = 0 – 1) indicate different clusters. The percentage 

population of clusters is given on the Y-axis. Corresponding 

binding energy (B.E.) is given in kcal/mol on the X-axis. 

Protein is represented in new cartoon model with K+-ion 

(purple ball), and E-LAB-TEA is shown in stick model (green 

colour).
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E2 (C2)

MM/PBSA Binding energy = 0.0 kcal/mol

E2 (C1)

MM/PBSA Binding energy = -14.3 kcal/mol
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E2 (C4)

MM/PBSA Binding energy = -0.1 kcal/mol

E2 (C3)

MM/PBSA Binding energy = 0.7 kcal/mol
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E2 (C0)

MM/PBSA Binding energy = -15.2 kcal/mol

C0 C1 C2 C3 C4
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VAL-106

Cn (n = 0 – 1) indicate different clusters. The percentage 

population of clusters is given on the Y-axis. Corresponding 

binding energy (B.E.) is given in kcal/mol on the X-axis. 

Protein is represented in new cartoon model with K+-ion 

(purple ball), and E-LAB-TEA is shown in stick model (green 

colour).
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E2 (C2)

MM/PBSA Binding energy = -15.1 kcal/mol

E2 (C1)

MM/PBSA Binding energy = -19.0 kcal/mol
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E2 (C4)

MM/PBSA Binding energy = 0.1 kcal/mol

E2 (C3)

MM/PBSA Binding energy = -14.1 kcal/mol
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E2 (C0)

MM/PBSA Binding energy = -19.0 kcal/mol

C0 C1 C2 C3 C4
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VAL-106

Cn (n = 0 – 1) indicate different clusters. The percentage 

population of clusters is given on the Y-axis. Corresponding 

binding energy (B.E.) is given in kcal/mol on the X-axis. 

Protein is represented in new cartoon model with K+-ion 

(purple ball), and E-LAB-TEA is shown in stick model (green 

colour).
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E2 (C2)

MM/PBSA Binding energy = -14.5 kcal/mol

E2 (C1)

MM/PBSA Binding energy = -13.5 kcal/mol
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E2 (C4)

MM/PBSA Binding energy = -4.8 kcal/mol

E2 (C3)

MM/PBSA Binding energy = -11.3 kcal/mol
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E2 (C0)

MM/PBSA Binding energy = -18.5 kcal/mol

C0 C1 C2 C3 C4
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PHE-103

VAL-106

Cn (n = 0 – 1) indicate different clusters. The percentage 

population of clusters is given on the Y-axis. Corresponding 

binding energy (B.E.) is given in kcal/mol on the X-axis. 

Protein is represented in new cartoon model with K+-ion 

(purple ball), and E-LAB-TEA is shown in stick model (green 

colour).
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E2 (C2)

MM/PBSA Binding energy = -14.9 kcal/mol

E2 (C1)

MM/PBSA Binding energy = -11.1 kcal/mol
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E2 (C4)

MM/PBSA Binding energy = -8.3 kcal/mol
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MM/PBSA Binding energy = -11.0 kcal/mol
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E2 (C0)

MM/PBSA Binding energy = -15.3 kcal/mol

C0 C1 C2 C3 C4
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Cn (n = 0 – 1) indicate different clusters. The percentage 

population of clusters is given on the Y-axis. Corresponding 

binding energy (B.E.) is given in kcal/mol on the X-axis. 

Protein is represented in new cartoon model with K+-ion 

(purple ball), and E-LAB-TEA is shown in stick model (green 

colour).
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E2 (C2)

MM/PBSA Binding energy = -19.8 kcal/mol

E2 (C1)

MM/PBSA Binding energy = -13.1 kcal/mol
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E2 (C4)

MM/PBSA Binding energy = 0.2 kcal/mol

E2 (C3)

MM/PBSA Binding energy = -4.9 kcal/mol
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E2 (C0)

MM/PBSA Binding energy = -19.8 kcal/mol

C0 C1 C2 C3 C4
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Cn (n = 0 – 1) indicate different clusters. The percentage 

population of clusters is given on the Y-axis. Corresponding 

binding energy (B.E.) is given in kcal/mol on the X-axis. 

Protein is represented in new cartoon model with K+-ion 

(purple ball), and E-LAB-TEA is shown in stick model (green 

colour).
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E2 (C2)

MM/PBSA Binding energy = -18.6 kcal/mol

E2 (C1)

MM/PBSA Binding energy = -19.6 kcal/mol
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E2 (C4)

MM/PBSA Binding energy = -13.1 kcal/mol

E2 (C3)

MM/PBSA Binding energy = -18.0 kcal/mol
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