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Figure A.1. Probability distribution function of dihedral angles for SPOH in MD at 300 K and SA.
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Figure A.1. Probability distribution function of dihedral angles for SPOH in MD at 300 K and SA.
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Figure A.1. Probability distribution function of dihedral angles for SPOH in MD at 300 K and SA.
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Figure A.1. Probability distribution function of dihedral angles for SPOH in MD at 300 K and SA.
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Figure A.1. Probability distribution function of dihedral angles for SPOH in MD at 300 K and SA.
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Figure A.1. Probability distribution function of dihedral angles for SPOH in MD at 300 K and SA.
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Figure A.1. Probability distribution function of dihedral angles for SPOH in MD at 300 K and SA.
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Figure A.2. Probability distribution function of dihedral angles for SPOH in MD at 300 K and

400 K.



260 Annex

4
-+ MD at 300 K = MD at 400 K
30
[2)
'g 25 -
]
E 201
£
<
9]
9 15 4
B
&
s 10 4
<
8
g | _.,.///./:\%\\&
O T ha il l T T l T T T T
-180 -150 -120 -90 -60 -30 0 30 60 90 120 150 180
v, /degree
5
-+ MD at 300 K = MD at 400 K
40
@ 35
<
2
= 304
g
S 25
=]
5]
2 20+
9]
£ 15 |
8
8 10
3}
o 54
O T T T T T T T T T T T
<180 -150 -120 -90 -60 -30 0 30 60 90 120 150 180
®, /degree
6
-+ MD at 300 K =MD at 400 K
25
2
S 20+
S
£
5
= 15 4
5]
kS
o 10 4
8
c
8
5 51
i A
0 T T T T T l T T hl T T

-180 -150 -120 -90 -60 -30 0 30 60 90 120 150 180

¢5 /degree

Figure A.2. Probability distribution function of dihedral angles for SPOH in MD at 300 K and
400 K.



Annex 261

-+ MD at 300 K = MD at 400 K

25

20 A
15 -
10 -
5 4

o e, -

* T T T T * ¥ T T T T

-180 -150 -120 -90 -60 -30 0 30 60 90 120 150 180

percentage of conformations

y; /degree

-+ MD at 300 K = MD at 400 K

45
40 1
35 A
30 A
25 A
20
15 -
10 -

percentage of conformations

5,

0 T * T T T T T T T T ol

-180 -150 -120 -90 -60 -30 0 30 60 90 120 150 180

3 /degree

—+ MD at 300 K = MD at 400 K

35

30 A

25 A

20 A

15 -

10 -

percentage of conformations

5,

0 T bl T T T bl T T T T T
-180 -150 -120 -90 -60 -30 0 30 60 90 120 150 180

¢, /degree

Figure A.2. Probability distribution function of dihedral angles for SPOH in MD at 300 K and
400 K.



262 Annex

10

-+ MD at 300 K =MD at 400 K

percentage of conformations
Juy
o
L

0 - —- DS ol

* T * T T * b 'r T T

-180 -150 -120 -90 -60 -30 0 30 60 90 120 150 180

y, /degree

11

—+ MD at 300 K = MD at 400 K

45
40 -
35 A
30 A
25 A
20 A
15 -
10 -

percentage of conformations

5 4
O T T T T T T T T T T hl
-180 -150 -120 -90 -60 -30 0 30 60 90 120 150 180

w, /degree

12

—+ MD at 300 K =MD at 400 K

35

30 -

25

20 A

15 -

10 -

percentage of conformations

5,

0 —= P "
u T T T T —¥ * T T T *

-180 -150 -120 -90 -60 -30 0 30 60 90 120 150 180

¢5 /degree

Figure A.2. Probability distribution function of dihedral angles for SPOH in MD at 300 K and
400 K.



Annex 263

13

-+ MD at 300 K = MD at 400 K

percentage of conformations

0\““‘—“"
l T il T T T T l Ll T l

-180 -150 -120 -90 -60 -30 0 30 60 90 120 150 180

y5 /degree

14

-+ MD at 300 K = MD at 400 K

50
45 A
40 ~
35 4
30 -
25
20 -
15 -
10 -
5,

percentage of conformations

0 T * T T T T T T T T —F

-180 -150 -120 -90 -60 -30 0 30 60 90 120 150 180

5 /degree

15

—+ MD at 300 K = MD at 400 K

35

30 -

25 4

20 -

15 -

10 -

percentage of conformations

5,

0 L
T T T T T ¥ ¥ ¥ T T T

-180 -150 -120 90 -60 -30 0 30 60 90 120 150 180
¢ / degree

Figure A.2. Probability distribution function of dihedral angles for SPOH in MD at 300 K and
400 K.



264 Annex

16

-+ MD at 300 K =MD at 400 K

N
a1
I

N
(=)
I

percentage of conformations
Juny Jy
o o
L L

a1
I

0 - — o —
¥ * * T T T u i * * *

-180 -150 -120 -90 -60 -30 0 30 60 90 120 150 180

Y, /degree

17

—+ MD at 300 K = MD at 400 K

50
45 A
40 A
35
30 A
25 A
20 A
15 ~
10 -

5 4

0 \ \ \ \ \ \ \ \ \ \ ¥

-180 -150 -120 -90 -60 -30 0 30 60 90 120 150 180

percentage of conformations

g /degree

18

—+ MD at 300 K =MD at 400 K

30

25 A

20 -

15 A

10 -

5,

percentage of conformations

0 T T T T T * * T ¥ T T

-180 -150 -120 90 -60 -30 O 30 60 90 120 150 180
¢, /degree

Figure A.2. Probability distribution function of dihedral angles for SPOH in MD at 300 K and
400 K.



Annex 265

19

-+ MD at 300 K = MD at 400 K

25

20

15 A

10 +

5,

percentage of conformations

0 g o
* - T T T T T T !

-180 -150 -120 -90 -60 -30 0 30 60 90 120 150 180
y; /degree

20

-+ MD at 300 K = MD at 400 K

45
40
35

30 -
25 -
20 -
15 -
10 -

percentage of conformations

5 4
O T T T T T T T T T T T
-180 -150 -120 -90 -60 -30 0 30 60 90 120 150 180

w; /degree

21

—+ MD at 300 K = MD at 400 K

25

20 -

15 -

10 -

5,

percentage of conformations

— =
0 T T T T + *

-180 -150 -120 90 -60 -30 0 30 60 90 120 150 180
¢g /degree

Figure A.2. Probability distribution function of dihedral angles for SPOH in MD at 300 K and
400 K.



266 Annex

22

-+ MD at 300 K =MD at 400 K

N
a1
I

N
(=)
I

percentage of conformations
Juny Jy
o o
L L

a1
I

0 - —s—y
¥ * il T T T T T T T T

-180 -150 -120 -90 -60 -30 0 30 60 90 120 150 180

yg /degree
23

—+ MD at 300 K = MD at 400 K

'S
o

N o8] W
a1 (=) a1
I I I

=
a1
I

percentage of conformations
= Y
o o
L L

a1
I

0 T * T T T T T T T T —F

-180 -150 -120 -90 -60 -30 0 30 60 90 120 150 180

wg /degree

24

—+ MD at 300 K =MD at 400 K

=
o]

[ S N
X O N B O
L L L L L

percentage of conformations

0 T T T T * * ¥ T T T T

-180 -150 -120 90 -60 -30 O 30 60 90 120 150 180
¢g /degree

Figure A.2. Probability distribution function of dihedral angles for SPOH in MD at 300 K and
400 K.



Annex 267

25

-+ MD at 300 K = MD at 400 K

N
(=]

O S Y
X O N = o
L L L L L L

percentage of conformations

+* T T T T T T T T T T

-180 -150 -120 -90 -60 -30 0 30 60 90 120 150 180
Y, /degree

26

-+ MD at 300 K = MD at 400 K

45
40 1
35 1
30 4
25 |

20 -
15 -
10 -

percentage of conformations

5 4
O T bl T T T T T T T T il
-180 -150 -120 -90 -60 -30 0 30 60 90 120 150 180

gy /degree

27

—+ MD at 300 K = MD at 400 K

25

20 -

15 -

10 -

5,

percentage of conformations

—an—Nu-g o
0 T T T T + * ===

-180 -150 -120 -90 -60 -30 0 30 60 90 120 150 180
410 /degree

Figure A.2. Probability distribution function of dihedral angles for SPOH in MD at 300 K and
400 K.



268

28

29

30

Figure A.2.
400 K.

percentage of conformations percentage of conformations

percentage of conformations

-+ MD at 300 K =MD at 400 K

-

-180 -150 -120 90 -60 -30 0 30 60 90

Yo /degree

—+ MD at 300 K = MD at 400 K

40

120

150

180

35 4
30 1
25 A
20 A
15 -
10 -
5 4

0 T - T T T T T T T

-180 -150 -120 -90 -60 -30 0 30 60 90

9 /degree

—+ MD at 300 K =MD at 400 K

120

150

180

W
0 T T T T T ¥ b

T *

-180 -150 -120 -90 -60 -30 0 30 60 90

011 / degree

120

150

180

Annex

Probability distribution function of dihedral angles for SPOH in MD at 300 K and



Annex 269

-+ MD free acid -= MD amidated

= = N N
o Q1 o 1
L L L L

percentage of conformations

a1
I

0 T T T T T T T T T T T
-180 -150 -120 -90 -60 -30 0 30 60 90 120 150 180

y; /degree

—+ MD free acid = MD amidated

45
40
35 A
30 A
25 A
20
15 -
10 -

percentage of conformations

5 4
0 T * T T T T T T T T l
-180 -150 -120 -90 -60 -30 0 30 60 90 120 150 180

o, /degree

-+ MD free acid -= MD amidated

40

35
30 -
25 A
20 A
15 -
10 -

percentage of conformations

5,

0 T T T T T T T T T T T
-180 -150 -120 -90 -60 -30 0 30 60 90 120 150 180

¢, /degree
Figure A.3. Probability distribution function of dihedral angles for SP and SPOH in MD.
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