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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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Cn (n = (S: 9 1) ingi%:ate di%%rent clggters. Tr(1:e4 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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Cn (n = O - 1) |nd|cate dlﬁerent 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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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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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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Cn (n = 0 — 1) indicate different clusters. The percentage\f-\
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 E1 (CO) .
colour). 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).

% Population of clusters

K

~ ILE-100

. .‘ | g PHE-103
) »’«h

El (CO)
MM/PBSA Binding energy =-18.9 kcal/mol



-\
iR

4

i
THRES

ILE 100
¢ PHE 103

3 < 4 Sg°
\ o &
VAL-106
THR-107
E1(C1) E1(C2)

MM/PBSA Binding energy = -19.7 kcal/mol MM/PBSA Binding energy = -17.3 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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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).

% Population of clusters

fliE 100
.P PHE-103
e .)’V l © &y

VAL-106

THR-107

E2 (CO)
MM/PBSA Binding energy = -15.5 kcal/mol



o TN ‘ : ,’ .‘\:\\ 1’ .
O LY @
v ) " "‘J "\“. '

THR-75 - 4
& U

ILE-100

VAL 106 VAL-106

A

s

- $ THR-107
THR-107 7 ~

>

E2 (C1) E2 (C2)
MM/PBSA Binding energy = -18.6 kcal/mol MM/PBSA Binding energy = -7.6 kcal/mol




X " . % - ¥ T s A L T : : i
Y & i M y i THR-75 -
TR T 3 ¥ g Y A/ I LE-100
’A ‘ 4 . |
© ILE-100 ' - .

' \M} Sy ¢
§PHE-103
, |

Ay

THR-107

PHE 103 +& & P

¥ ’ Tl VAL-106
VAL-100 8" - ¢@ o

Al
THR-107

't;»-l’

E2 (C3) E2 (C4)
MM/PBSA Binding energy = -4.4 kcal/mol MM/PBSA Binding energy = -4.3 kcal/mol



E2
100 I§
80
70
60 -
50 -
40 -
30

20
10 -

S |
-18.1 -14.3 0.0 0.7 -0.1
CO Cl 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 E-LAB-TEA is shown in stick model (green
colour).
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MM/PBSA Binding energy = -14.3 kcal/mol MM/PBSA Binding energy = 0.0 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 E-LAB-TEA is shown in stick model (green E2 (CO) .
colour). MM/PBSA Binding energy = -15.2 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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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).

-

E2 (C0)
MM/PBSA Binding energy = -18.5 kcal/mol

THR-107

—



v y '. A p X \ 4 .
e Y A" % | t

ILE-100 ke v

PHE-103 }%’ e “aﬂ' r

_—

W ,
W THR-75

- -

-

VAL;106 ¥

d

THR-107

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

w® THR-75
/7

O ILE-100
- ' ,,_-\ 4,
WPHE103

v

- VAL:=106

THR-107

E2 (C2)
MM/PBSA Binding energy =-14.9 kcal/mol



by R Y (IHR-T5| S

P Yirss @

Ll /8 4 .1?’
\ ||;E=ﬁoo R 2ILE-100 4
X -4 -
PI.—I‘E-103 PHE-103 4
{

T

”

VAL-106"5" VAL-106
4 '

THR-107 ‘g_

THRA107

E2 (C3) E2 (C4)
MM/PBSA Binding energy = -11.0 kcal/mol MM/PBSA Binding energy = -8.3 kcal/mol



% Population of clusters
U
o

20 ‘
10 : f Zv
5 :
-4.9 0.2
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 E-LAB-TEA is shown in stick model (green
colour).
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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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