Plotting Data of Fig. 6a

Numer of H-Bonds

Time(ns) Ter-5A  Ter-5C

0.05 1.89E+17 1. 78E+17
0.1 1.79E+17 1.86E+17
0.15 1. 74E+17 1.93E+17
0.2 1.88E+17 1.79E+17
0.25 1. 73E+17 1.87E+17
0.3 1.75E+17 1.90E+17
0.35 1. 78E+17 2. 01E+17
0.4 1.85E+17 1.97E+17
0.45 1.82E+17 1.90E+17
0.5 1.83E+17 1.79E+17
0.55 1.86E+17 1.89E+17
0.6 1.83E+17 1.94E+17
0.65 1.82E+17 1.82E+17
0.7 1.87E+17 1.77E+17
0.75 1.98E+17 1.82E+17
0.8 1.86E+17 1.88E+17
0.85 1.85E+17 1. 70E+17
0.9 1.90E+17 1.95E+17
0.95 1.84E+17 1.93E+17
1 1.95E+17 1.96E+17
1.05 1. 78E+17 1.96E+17
1.1 1.87E+17 1.92E+17
1.15 1.83E+17 1. 77E+17
1.2 1.84E+17 1. 90E+17
1.25 1.86E+17 1.91E+17
1.3 1.91E+17 1. 78E+17
1.35 1. 90E+17 1.97E+17
1.4 1.92E+17 1. 79E+17
1.45 1. 92E+17 1.99E+17
1.5 1.88E+17 1. 78E+17
1.55 1.83E+17 1.85E+17
1.6 1.75E+17 1.79E+17
1.65 1.83E+17 2. 01E+17
1.7 1.86E+17 1.79E+17
1.75 1.88E+17 1.83E+17
1.8 1.87E+17 1.95E+17
1.85 1. 75E+17 1.94E+17
1.9 1. 73E+17 1. 94E+17
1.95 1. 96E+17 1.96E+17
2 1.81E+17 1. 97E+17
2.05 1.83E+17 1.99E+17
2.1 1.75E+17 2. 13E+17
2.15 1.97E+17 1. 85E+17
2.2 1.85E+17 1.86E+17
2.25 1.87E+17 1.81E+17
2.3 1.83E+17 2. 06E+17
2.35 1.84E+17 1.89E+17
2.4 1.84E+17 1.90E+17
2.45 1. 77E+17 1.82E+17

Ter-5T

1. TTE+17
1. 85E+17
1. 73E+17
1. 68E+17
1. 85E+17
1. 73E+17
1. T1E+17
1. 73E+17
1. 67E+17
1. 75E+17
1. 75E+17
1. 81E+17
1. T6E+17
1. 83E+17
1. 73E+17
1. T7E+17
1. T4E+17
1. T4E+17
1. 75E+17
1. 79E+17
1. 62E+17
1. 72E+17
1. T9E+17
1. 68E+17
1.
1
1
1
1
1
1
1
1
1
1
1
1
1
1
1
1
1
1
1
1
1
1
1
1

69E+17

. 83E+17
. T8E+17
. 69E+17
. B6E+17
LTTE+LT
L T1E+17
LTTE+LT
. TBE+17
. T8E+17
. 81E+17
. 69E+17
. T9E+17
. 69E+17
. T6E+17
. 82E+17
. 69E+17
. THE+17
CTTE+LT
. T4E+17
. T3E+1T
. 80E+17
. 69E+17
. 80E+17
. T3E+1T

Ter-5G

1. 92E+17
1. 88E+17
1. 83E+17
1. 73E+17
1. 96E+17
1. 89E+17
1. 93E+17
1. 89E+17
1. 9TE+17
1. 97E+17
1. 92E+17
1. T4E+17
1. 68E+17
1. 83E+17
1. 88E+17
1. 95E+17
1. 88E+17
1. 89E+17
1. 82E+17
1. 86E+17
1. TTE+17
1. 88E+17
1. 91E+17
2. 00E+17
1.
1
1
1
1
1
1
1
1
1
1
1
1
1
1
2
1
1
2
1
1
1
1
1
2

89E+17

. 88E+17
. T8E+17
. 88E+17
. T4E+17
. 81E+17
.91E+17
. 82E+17
. 8TE+17
. 88E+17
. 98E+17
. T8E+17
L T3E+1T
. 80E+17
. 89E+17
. 00E+17
. 96E+17
. 83E+17
. 02E+17
. 88E+17
. 83E+17
. 90E+17
. 84E+17
. 85E+17
. 00E+17




2.5
2.55
2.6
2.65
2.7
2.75
2.8
2.85
2.9
2.95

3. 05
3.1
3.15
3.2
3.25
3.3
3.35
3.4
3. 45
3.5
3.55
3.6
3. 65
3.7
3.75
3.8
3.85
3.9
3.95

4.05
4.1
4.15
4.2
4.25
4.3
4.35
4.4
4.45
4.5
4.55
4.6
4.65
4.7
4.75
4.8
4.85
4.9
4.95

5. 05
5.1
5. 15

N e T e T e T T e O e e e N I N I S e e e e T e e T e T e T e T e T e T o T = S O S e e e e e e e e L e T e T e T e T e T o T S O O S G G e S S T\ C I =TSN

. 84E+17
L TTE+17
. O1E+17
. T9E+17
. T8E+17
. 95E+17
.91E+17
. 8TE+17
. 82E+17
. 69E+17
. T9E+17
. 84E+17
. T9E+17
. 89E+17
. 83E+17
. 98E+17
. 83E+17
. T6E+17
. 83E+17
. 96E+17
. T9E+17
. 69E+17
. 90E+17
. 82E+17
. T6E+17
. THE+17
. 80E+17
. 84E+17
CTTEHLT
. 80E+17
. 83E+17
. 8TE+17
. 84E+17
. 80E+17
. 81E+17
. 65E+17
. 83E+17
. 64E+17
. 84E+17
. T1E+17
. 99E+17
. 98E+17
. T4E+17
. 00E+17
. 04E+17
. T8E+17
. 65E+17
. 85E+17
. 88E+17
. 02E+17
. T1E+17
. 82E+17
. 80E+17
. 86E+17

e T e T o T e T S O N B e G O S O R e e Tl Tl Tl = S S e G e G e e e O e T e T e e T e T e S S e S e G e e e e e el T T e T e T e T S e G e e S e e S e S

. T5E+17
. 84E+17
. 83E+17
. 93E+17
. 8TE+17
. 85E+17
. 83E+17
. 88E+17
. 93E+17
. 84E+17
. 83E+17
. 88E+17
. 96E+17
. 82E+17
. 81E+17
. T9E+17
. T8E+17
. 95E+17
. 92E+17
. 92E+17
. 89E+17
. 99E+17
. 89E+17
. T8E+17
. 95E+17
. 83E+17
. 8TE+17
. T0E+17
. 82E+17
. 86E+17
. 85E+17
. 89E+17
. 81E+17
. 95E+17
. 93E+17
. 84E+17
. 96E+17
. 93E+17
L T2E+17
. 81E+17
. 90E+17
. 84E+17
. 93E+17
. 85E+17
. 96E+17
. 90E+17
. 04E+17
. 83E+17
. 81E+17
. 88E+17
. 92E+17
. 89E+17
. 84E+17
. 93E+17

— = e e e ek ek e e ek e e e e e ek e e e e e e e ek e e e e e ek e e ek e e e e ek e e e ek e e e e e e e e e e e

. 68E+17
. 69E+17
. 64E+17
. 82E+17
. T9E+17
. 81E+17
. 68E+17
. 88E+17
. T4E+17
. 84E+17
.67E+17
. 66E+17
. T8E+17
. T8E+17
. T6E+17
.67E+17
. 69E+17
. 80E+17
L T1E+17
. 89E+17
L T1E+17
. 80E+17
. T8E+17
L T1E+17
. 81E+17
L T2E+17
. T9E+17
. T8E+17
. T4E+17
. T9E+17
L T3E+1T
. 85E+17
CTTE+LT
. 86E+17
. 84E+17
. 84E+17
. T9E+17
. 68E+17
. T9E+17
. T0E+17
. T6E+17
. 68E+17
CTTE+LT
. 83E+17
. T6E+17
. 80E+17
. 85E+17
. 64E+17
. T1E+17
. T2E+17
. 60E+17
. T0E+17
. B8E+17
. 82E+17

el el el el el el el el el el e e e el el el el el el el e el e e e e el e el el el el el el e e e e e e e e T i

. 92E+17
. 86E+17
. 83E+17
. 94E+17
.91E+17
. 96E+17
. 00E+17
. 9TE+1T
. 86E+17
. 9TE+1T
. 90E+17
. 95E+17
. 12E+17
. 85E+17
CTTEHLT
. 85E+17
. 85E+17
. 81E+17
. 90E+17
. 90E+17
. 96E+17
. 94E+17
. 90E+17
. 88E+17
. 03E+17
. 81E+17
. 96E+17
. 96E+17
. 89E+17
. 85E+17
. 83E+17
. T9E+17
. 88E+17
. 83E+17
. 88E+17
. 90E+17
CTTEHLT
. 82E+17
. 93E+17
CTTE+1T
. 9TE+1T
. 95E+17
. 96E+17
. 98E+17
. 88E+17
. 81E+17
. 89E+17
LTTE+17
. 85E+17
. 88E+17
. 8TE+17
. 91E+17
.91E+17
. 90E+17




5.2
5.25
5.3
5.35
5.4
5.45
5.5
5.55
5.6
5. 65
5.7
5.75
5.8
5.85
5.9
5.95

6. 05
6.1
6.15
6.2
6. 25
6.3
6. 35
6. 4
6. 45
6.5
6. 55
6.6
6. 65
6.7
6.75
6.8
6. 85
6.9
6. 95

7.05
7.1
7.15
7.2
7.25
7.3
7.35
7.4
7.45
7.5
7.55
7.6
7.65
7.7
7.75
7.8
7.85

— = e e e ek ek e e ek e e e e e ek e e e ek e e e ek e e e e e ek e e e e e e e e e e e ek e e e e e e e e e e e

. 86E+17
. 80E+17
. 88E+17
. 86E+17
. 8bE+17
. THE+17
. T8E+17
. 84E+17
. 69E+17
. 82E+17
. 82E+17
. 86E+17
. T4E+17
. THE+17
. TBE+17
. 95E+17
. T1E+17
. T8E+17
. 80E+17
. T8E+17
. 80E+17
. THE+17
. OTE+1T
. T8E+17
. 83E+17
. 80E+17
.67E+17
. T6E+17
. T8E+17
. T9E+17
. T8E+17
. T9E+17
L T3E+1T
. 88E+17
. 88E+17
CTTE+LT
L T1E+17
. 84E+17
. 68E+17
CTTE+17
. T5E+17
. 86E+17
. 92E+17
. 82E+17
. 89E+17
. 88E+17
. 85E+17
. T8E+17
. 92E+17
. 83E+17
. T0E+17
. 80E+17
. T8E+17
. 84E+17

e e T e T e T T e e e e S e e e e e T e T e T e T e T e T e T e S S O O e e e e e e T e T e T e T e T e T o T e S e G O e O O (N I S S e S e T o T

. 94E+17
. T8E+17
. 82E+17
. 92E+17
CTTE+LT
. 91E+17
. 00E+17
. 9TE+1T
. 90E+17
. 90E+17
. 82E+17
. 95E+17
. 68E+17
. 9TE+1T
. 80E+17
. 58E+17
. 89E+17
LTTE+LT
. 88E+17
. T9E+17
. 88E+17
. 86E+17
L T2E+17
. 92E+17
. 86E+17
. T9E+17
. TO0E+17
. 81E+17
. 88E+17
. T8E+17
. 80E+17
. 82E+17
. 83E+17
. 92E+17
. 93E+17
. 92E+17
. 96E+17
. T9E+17
. 80E+17
LTTE+1T
L T2E+17
. 81E+17
. T6E+17
.67E+17
. 96E+17
. T8E+17
. 81E+17
. 92E+17
. 82E+17
. 90E+17
. T6E+17
. 92E+17
. 83E+17
. T9E+17

— = e e e ek ek e e ek e e e e e ek e e e e e e e ek e e e e e ek e e ek e e e e ek e e e ek e e e e e e e e e e e

. T4E+17
. T6E+17
. T4E+17
. T1E+17
. T6E+17
L TTE+17
. 80E+17
. T9E+17
. T6E+17
. 85E+17
. 66E+17
. 85E+17
CTTEHLT
. 85E+17
L T3E+1T
. 80E+17
. 69E+17
. THE+17
. T5E+17
. 83E+17
L T1E+17
. T2E+17
L T2E+17
. 85E+17
. 83E+17
. 84E+17
. T9E+17
. T3E+17
. T6E+17
. T6E+17
. 81E+17
. T9E+17
. 69E+17
. 81E+17
. 81E+17
. T9E+17
CTTEHLT
. 80E+17
. T5E+17
. T3E+17
. 66E+17
. 84E+17
. 8TE+17
. T1E+17
.67E+17
. 89E+17
. 85E+17
. 84E+17
. T6E+17
. 8TE+17
. 80E+17
. T3E+17
. 89E+17
L T1E+17

— = e e e ek ek e e ek e e e e e ek e e e e e e e ek e e e e e ek e e ek e e e e ek e e e ek e ek e e e e e e ek e e

. T4E+17
. 99E+17
. T6E+17
. 91E+17
. 85E+17
. 91E+17
L T3E+1T
. 81E+17
. T4E+17
. T6E+17
. 88E+17
. T9E+17
L T3E+1T
. 83E+17
. 83E+17
. 92E+17
L T3E+1T
. 92E+17
. T4E+17
LTTE+LT
. 83E+17
. 86E+17
. 85E+17
L T2E+17
CTTEHLT
. 84E+17
. 81E+17
. 81E+17
. 80E+17
. 93E+17
. 90E+17
. 8TE+17
. T8E+17
. T8E+17
. T9E+17
. 83E+17
. 94E+17
. 68E+17
. 63E+17
. T9E+17
. T4E+17
. 8TE+17
. 84E+17
. T0E+17
. 68E+17
. 85E+17
. 89E+17
. 85E+17
.91E+17
. 83E+17
. 90E+17
. 85E+17
. T6E+17
. 82E+17




7.9
7.95

8.05
8.1
8.15
8.2
8.25
8.3
8.35
8.4
8.45
8.5
8.55
8.6
8.65
8.7
8.75
8.8
8.85
8.9
8.95

9.05
9.1
9.15
9.2
9.25
9.3
9.35
9.4
9.45
9.5
9.55
9.6
9.65
9.7
9.75
9.8
9.85
9.9
9.95
10

I o T = S e e e I e L T e e e T e T e T O e O O e e S e S e I T el T s T = T S O e R e S S T e T

. T4E+17
. 89E+17
L T2E+17
. 84E+17
. T9E+17
. 8TE+17
. T4E+17
. 81E+17
. 88E+17
. 80E+17
. 81E+17
. THE+17
.91E+17
. 88E+17
. B4E+17
. 9TE+17
. 9TE+LT
. 91E+17
. 8TE+17
. 69E+17
. 86E+17
. 86E+17
. 86E+17
. T6E+17
. 93E+17
. 8TE+17
. 94E+17
. T9E+17
. TBE+17
. T6E+17
. 94E+17
. 94E+17
. 90E+17
. 8TE+17
.9TE+1T
. 94E+17
. 0BE+17
. 8TE+17
. 81E+17
. 96E+17
. 89E+17
. T2E+17
. 80E+17

I o T = T e e e T e e e e e T e T e T e T e S O e e e e e e S e e T e e T e T e T N T S e e R e e e

.9TE+LT
. T9E+17
CTTEHLT
. 88E+17
.91E+17
. 84E+17
. 82E+17
. 93E+17
. 85E+17
. 90E+17
. 90E+17
. T9E+17
. 00E+17
. 81E+17
. 83E+17
. 96E+17
. T8E+17
. 93E+17
. T4E+17
. 84E+17
. 89E+17
. 82E+17
. 82E+17
. 92E+17
. 80E+17
. TAE+17
. 81E+17
. 8TE+17
. T4E+17
. 89E+17
. 8TE+17
. 80E+17
. 63E+17
. 84E+17
. 82E+17
. THE+17
. 8TE+17
. 96E+17
. 84E+17
. 85E+17
. 85E+17
. 96E+17
. 95E+17

I o T = S S e G e e T e T e T e T e T N T S e O O S e S e S e G T T e T T = T S e e e S e e e e e e e e e N

. T9E+17
. T9E+17
CTTEHLT
. 68E+17
. 59E+17
. THE+17
. 80E+17
. 68E+17
. T1E+17
. 80E+17
. T9E+17
. 84E+17
CTTEHLT
L T2B+17
. 81E+17
. 86E+17
. 84E+17
L T2E+17
.67E+17
. 91E+17
. T3E+1T
LTTE+LT
. 64E+17
. T4E+17
. 82E+17
.61E+17
CT1E+17
. 91E+17
. 00E+17
. 88E+17
.67E+17
. 88E+17
. 84E+17
. 83E+17
. 93E+17
. 80E+17
. 66E+17
. T3E+17
CTTE+LT
. 80E+17
L T3E+1T
. 85E+17
. 83E+17

— b e e ek ek e e ek e e e e e e e e pd e e e e ek e e e e e e e e e e e e e e e e e e ek

. 89E+17
. 85E+17
. 81E+17
. T4E+17
. 88E+17
. 90E+17
. T4E+17
. 86E+17
. 89E+17
. 83E+17
. 90E+17
. 8TE+17
. 84E+17
. 88E+17
. 88E+17
. 82E+17
. 95E+17
. T8E+17
. T9E+17
. 90E+17
. 85E+17
. 86E+17
. T8E+17
. 8TE+17
. 92E+17
. 81E+17
. T9E+17
. 96E+17
. 93E+17
. 93E+17
. T8E+17
. 86E+17
. 93E+17
. 82E+17
. 96E+17
. 85E+17
. 99E+17
. 91E+17
. 92E+17
. 84E+17
. 85E+17
. 86E+17
. 86E+17




