Electronic Supplementary Material (ESI) for Soft Matter.
This journal is © The Royal Society of Chemistry 2014

; TPB6EO2M GAFF.top
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[ defaults ]
; nbfunc comb-rule
1 2
[ atomtypes ]
;name bond type mass
ca ca 0.00000
os os 0.00000
ha ha 0.00000
c3 c3 0.00000
hl hl 0.00000
HW 1.00800
oW 16.00000
[ moleculetype ]
;name nrexcl
TP6EO2M
[ atoms ]
; nr type resi res atom
1 ca 1 MOL C
2 ca 1 MOL Cl
3 ca 1 MOL C2
4 ca 1 MOL C3
5 ca 1 MOL c4
6 ca 1 MOL C5
7 ca 1 MOL Co
8 ca 1 MOL C7
9 ca 1 MOL c8
10 ca 1 MOL Cc9
11 ca 1 MOL C10
12 ca 1 MOL Cl1l
13 ca 1 MOL Cl2
14 ca 1 MOL C13
15 ca 1 MOL Cl4
16 ca 1 MOL C15
17 ca 1 MOL Clo
18 ca 1 MOL C17
19 os 1 MOL 0
20 os 1 MOL o1l
21 ha 1 MOL H
22 ha 1 MOL H1
23 ha 1 MOL H2
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.0930e-01
.4390e-01
.0930e-01
.0930e-01
.4390e-01
.5350e-01
.0930e-01
.0930e-01
.4390e-01
.0930e-01
.0930e-01
.4390e-01
.0930e-01
.0930e-01
.0930e-01

C3
C8
Cl1
C13
c17

H2
c4
c7
Cc9
Cl2
Cl4
H1
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.8108e+05
.5230e+05
.5363e+05
.8108e+05
.8108e+05
.5230e+05
.8108e+05
.8108e+05
.5230e+05
.8108e+05
.8108e+05
.8108e+05
.5363e+05
.8108e+05
.8108e+05
.5230e+05
.8108e+05
.8108e+05
.5230e+05
.5363e+05
.8108e+05
.8108e+05
.5230e+05
.8108e+05
.8108e+05
.5230e+05
.8108e+05
.8108e+05
.8108e+05

C39
014
C40
C40
Cc40
C41
C41
C41
015
C42
c42
C42
Cc43
C43
C43
C44
c44
C44
Ole
C45
C45
C45
C46
Cde
C46
017
c4a7
Cc47
c4a7

H58
C40
C41
H55
H56
015
H53
H54
c42
H50
H51
H52
C44
H70
H71
Ole
H68
H69
Cc45
Cde
H66
H67
017
H64
H65
c47
He6l
H62
H63
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83
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67
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Cl
Cl
C2
C2
c2
C2
c2
C2
C3
C3
C3
C3
C3
C3
C3
c4
c4
c4
c4
c4
c4
C5
C5
C5
C5
C5
C5
C5
C5
co
Ccé6
co
(619
c6
Ccé
C7
Cc7
C7
c7
C7
Cc8
Cc8
Cc8
Cc8
Cc8
C9

02
H3
Cl1l
Cl15
cl7
H2
03
H4
C9
C10
Cl2
Cle
H3
04
H5
c8
C1l3
Cl15

H4
05
C2
c7
Cl10
Cl4
Cle
0ol
H1
H5
cz2
Cc4
C9
C10
ol
Cc28

Cc29
H37
H38
C43
H1

Cc28
c44
H70
H71
C1l7
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15
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16
16
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17
17
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17
18
18
19
19
19
19
19
20
20
20
20
23
24
24
24

19
121
14
25
31
26
32
47
48
49
23
31
50
65
66
15
24
49
18
29
85
30
86
101
102
103
27
85
104
119
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28
103
20
22
69
81
82
21
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135
136
24
25
33
45
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C43
Cl3
03

C18
H3

C19
H15
H16
C23
H2

Cl8
Cc24
H26
H27
Cl4
02

C23
C17
05

C33
H5

C34
H48
H49
C38
H4

C33
C39
H59
H60
04

C38
ol

H1

010
H35
H36

0l6
H68
H69
02
03
06
H13
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41
41
42
42
45
45
46
46
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50
50
51

46
26
51
63
64
28
29
87
99
100
30
105
117
118
34
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43
44
36
41
42
47
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46
38
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40
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44
47
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52
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02
03
03
03
03
H4
04
04
04
04
05
05
05
05
Cl8
Cl9
Cl9
Cl9
06
06
06
06
06
Cc20
C20
C20
c21
cz21
c21
07
07
Cc22
Cc22
H9
HS
H10
H10
H13
H13
H14
H14
C23
c24
C24
c24
08

H14
H3

08

H24
H25
04

05

012
H46
H47
HS5

014
H57
H58
C20
c21
H11
H12
o7

HS

H10
H15
H16
Cc22
H13
H14
H6

H7

H8

H11
H12
HO9

H10
H11
H12
H11
H12
H15
H16
H15
H16
C25
C26
H22
H23
09
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73
73
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77
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66
55
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59
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61
62
61
62
65
66
65
66
70
71
79
80
72
77
78
83
84
73
81
82
74
75
76
79
80
77
78
79
80
79
80
83

PR PR RPRRPRPRRRRRRPRRRERRRRRRRRRRRRERRRRRRRRRRRPRRERERRRRRBE R

08

08

08

08
Cc25
C25
Cc25
C26
C26
C26
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c27
c27
H20
H20
H21
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H24
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H25
H25
Cc28
C29
C29
Cc29
010
010
010
010
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C30
C30
C30
C31
Cc31
C31
011
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C32
C32
H31
H31
H32
H32
H35
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c27
H24
H25
H17
H18
H19
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H23
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H23
H26
H27
H26
H27
C30
C31
H33
H34
011
H31
H32
H37
H38
C32
H35
H36
H28
H29
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H33
H34
H31
H32
H33
H34
H33
H34
H37
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95
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114
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H35
H36
H36
C33
C34
C34
C34
012
012
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C35
C35
C35
C36
C36
C36
013
013
C37
Cc37
H42
H42
H43
H43
H46
H46
H47
H47
C38
C39
C39
C39
014
014
014
014
014
C40
C40
C40
c41
c41
c41
015

H38
H37
H38
C35
C36
H44
H45
013
H42
H43
H48
H49
C37
H46
H47
H39
H40
H41
H44
H45
H42
H43
H44
H45
H44
H45
H48
H49
H48
H49
C40
c41
H55
H56
015
H53
H54
H59
H60
C42
H57
H58
H50
H51
H52
H55
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113
114
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123
123
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124
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126
126
127
127
131
131
132
132
135
135
136
136

[ angles

; ai

[ S

116
113
114
115
116
115
116
119
120
119
120
124
125
133
134
126
131
132
137
138
127
135
136
128
129
130
133
134
131
132
133
134
133
134
137
138
137
138

]

~N ooy NN

PR PR RPRPRPRPRRERRRRPRRRERRRRRRERRRRRPRRRERRRRRERERRRR R

ak

11

10

015
Cc42
c42
H53
H53
H54
H54
H57
H57
H58
H58
C43
c44
Cc44
c44
0le6
0l6
0le
0l6
0le
C45
C45
C45
C4e6
C4e6
C46
017
017
c47
c47
H64
H64
H65
H65
H68
H68
H69
H69

funct
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[ = S

HS56
H53
H54
H55
H56
H55
H56
H59
H60
H59
H60
C45
Cde
H66
H67
017
H64
H65
H70
H71
c4a7
H68
H69
H61l
H62
H63
H66
H67
H64
H65
H66
H67
H66
H67
H70
H71
H70
H71

theta

.1997e+402
.1997e+02
.1997e+402
.1997e+02
.1997e+02
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cth

.6216e+02
.6216e+02
.6216e+02
.6216e+02
.6216e+02
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Cl
Cl
C5
C5
Cé

C2
C10
c4
Cc9
c7
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12
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26
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10
17
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.2001e+02
.1997e+02
.1997e+02
.1997e+02
.1997e+02
.1997e+02
.2001e+02
.1997e+02
.1997e+02
.1997e+02
.1997e+02
.2001e+02
.1997e+02
.1997e+02
.1997e+02
.1997e+02
.2001e+02
.1997e+02
.1997e+02
.1997e+02
.2001e+02
.1997e+02
.1997e+02
.1997e+02
.2001e+02
.1997e+02
.1920e+02
.2001e+02
.1997e+02
.1920e+02
.1797e+02
.1920e+02
.2001e+02
.1797e+02
.1920e+02
.1997e+02
.1920e+02
.2001e+02
.1997e+02
.1920e+02
.1797e+02
.1920e+02
.2001e+02
.1797e+02
.1920e+02
.1997e+02
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.0551e+02
.6216e+02
.6216e+02
.6216e+02
.6216e+02
.6216e+02
.0551e+02
.6216e+02
.6216e+02
.6216e+02
.6216e+02
.0551e+02
.6216e+02
.6216e+02
.6216e+02
.6216e+02
.0551e+02
.6216e+02
.6216e+02
.6216e+02
.0551e+02
.6216e+02
.6216e+02
.6216e+02
.0551e+02
.6216e+02
.8400e+02
.0551e+02
.6216e+02
.8400e+02
.2108e+02
.8400e+02
.0551e+02
.2108e+02
.8400e+02
.6216e+02
.8400e+02
.0551e+02
.6216e+02
.8400e+02
.2108e+02
.8400e+02
.0551e+02
.2108e+02
.8400e+02
.6216e+02

Cl
Cl
Cl
Cl
Cl
Cl
C2
cz2
C2
c2
C2
C3
C3
C3
C3
C3
c4
c4
c4
c4
C5
C5
C5
C5
ce
cé
c7
c7
c7
c7
c8
c8
c8
Cc9
C10
C10
Cl1l
Cl1
Cl1
Cl1
Cl2
Cl2
Cl2
C13
Cl4

Co

C2
Cc2
C10
C10
Cl
C3
C3
C13
C13
Cc2
Cc4
c4
Cl4
Cl4
C3
C5
C17
C1l7

c4
Cc9
C9
c7
Cc7
co
Cc8
C8

c7
C9
0ol
Cc8
Cl1l
Cl1
C10
Cl2
Cl2
02
Cl1
C13
03
Cl2
C1l5

H1
C5
co
C3
C13
Cl1
H2
C10
c4
Cl4
Cl2
H3
C13
C5
C1l7
C15
H4
Cl4
Cc9
Cle
H5
cé
Cc1l7
c8

c8

H1
Cc9
ol
Cc28

Cc43
o1
Cl2
02
H2
Cl13
03
Cl8
02
H3
C23
03
Cle
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33
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17
17
28
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29
17
67
67
67
121
121
121
31
31
31
49
49
49
85
85
85
103
103
103
32
32
32
31
31
33
32
32
34
34
34
35
35
35
34
34
36
35
35

28
27
18
29
85
28
30
103
29
68
83
84
122
137
138
32
47
48
50
65
66
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101
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104
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33
45
46
47
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42
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.1920e+02
.2001e+02
.1997e+02
.1920e+02
.1797e+02
.1920e+02
.2001e+02
.1797e+02
.1920e+02
.0842e+02
.0882e+02
.0882e+02
.0842e+02
.0882e+02
.0882e+02
.0842e+02
.0882e+02
.0882e+02
.0842e+02
.0882e+02
.0882e+02
.0842e+02
.0882e+02
.0882e+02
.0842e+02
.0882e+02
.0882e+02
.0842e+02
.1007e+02
.1007e+02
.1007e+02
.1007e+02
.1245e+02
.0882e+02
.0882e+02
.0842e+02
.0882e+02
.0882e+02
.0842e+02
.1007e+02
.1007e+02
.1007e+02
.1007e+02
.1245e+02
.0882e+02
.0882e+02
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.8400e+02
.0551e+02
.6216e+02
.8400e+02
.2108e+02
.8400e+02
.0551e+02
.2108e+02
.8400e+02
.6718e+02
.2543e+02
.2543e+02
.6718e+02
.2543e+02
.2543e+02
.6718e+02
.2543e+02
.2543e+02
.6718e+02
.2543e+02
.2543e+02
.6718e+02
.2543e+02
.2543e+02
.6718e+02
.2543e+02
.2543e+02
.6718e+02
.8794e+02
.8794e+02
.8794e+02
.8794e+02
.2208e+02
.2543e+02
.2543e+02
.6718e+02
.2543e+02
.2543e+402
.6718e+02
.8794e+02
.8794e+02
.8794e+02
.8794e+02
.2208e+02
.2543e+02
.2543e+02

Cl4
C1l5
C15
C15
C15
Cle
Cleé
Cle
C1l7
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o1
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02
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02
03
03
03
04
04
04
05
05
05
C18
C18
C18
C19
C19
C1l9
06
06
06
06
06
Cc20
C20
C20
Cc21
Cc21
c21
o7
o7

C15
Ccl4
Cle
Clé6
04

Cl15
C1l7
05

Clé6
Cc28
Cc28
Cc28
Cc43
C43
Cc43
Cc18
C18
Cc18
Cc23
C23
Cc23
C33
C33
C33
C38
C38
C38
C19
C19
C19
C18
C18
06

C19
C19
C20
C20
C20
Cc21
c21
c21
C20
C20
07

c21
c21
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H4

cl7
05

C33
04

H5

C38
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Cc29
H37
H38
Cc44
H70
H71
Cl9
H15
H16
C24
H26
H27
C34
H48
H49
C39
H59
H60
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H13
H14
H15
H16
C20
H13
H14
c21
H11
H12
o7
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H11
H12
C22
H9

H10
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49
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53
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53
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53
55
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68
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51
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.0882e+02
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.0955e+02
.0955e+02
.0955e+02
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.0842e+02
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.0882e+02
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.2786e+02
.2786e+02
.2786e+02
.2786e+02
.6718e+02
.8794e+02
.8794e+02
.8794e+02
.8794e+02
.2208e+02
.2543e+02
.2543e+02
.6718e+02
.2543e+02
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.0882e+02
.0842e+02
.0882e+02
.0882e+02
.0842e+02
.1007e+02
.1007e+02
.1007e+02
.1007e+02
.1245e+02
.0882e+02
.0882e+02
.0882e+02
.0882e+02
.0882e+02
.0955e+02
.0955e+02
.0955e+02
.0955e+02
.0955e+02
.0955e+02
.0955e+02
.0842e+02
.1007e+02
.1007e+02
.1007e+02
.1007e+02
.1245e+02
.0882e+02
.0882e+02
.0842e+02
.0882e+02
.0882e+02
.0842e+02
.1007e+02
.1007e+02
.1007e+02
.1007e+02
.1245e+02
.0882e+02
.0882e+02
.0882e+02
.0882e+02
.0882e+02
.0955e+02
.0955e+02
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.2543e+02
.6718e+02
.2543e+02
.2543e+02
.6718e+02
.8794e+02
.8794e+02
.8794e+02
.8794e+02
.2208e+02
.2543e+02
.2543e+02
.2543e402
.2543e+02
.2543e+02
.2786e+02
.2786e+02
.2786e+02
.2786e+02
.2786e+02
.2786e+02
.2786e+02
.6718e+02
.8794e+02
.8794e+02
.8794e+02
.8794e+02
.2208e+02
.2543e+02
.2543e+02
.6718e+02
.2543e+02
.2543e+02
.6718e+02
.8794e+02
.8794e+02
.8794e+02
.8794e+02
.2208e+02
.2543e+02
.2543e+02
.2543e+02
.2543e+02
.2543e+02
.2786e+02
.2786e+02

010
010
010
010
C30
C30
C30
C31
C31
C31
011
0l1
0l1
0l1
0l1l
H28
H28
H29
H31
H33
H35
H37
C33
C33
C33
C34
C34
C34
012
012
012
012
012
C35
C35
C35
C36
C36
C36
013
013
013
013
013
H39
H39

C29
C30
C30
C30
C31
C31
C31
C30
C30
011
C31
C31
C32
C32
C32
C32
C32
C32
C31
C30
C29
Cc28
C34
C34
C34
C33
C33
012
C34
C34
C35
C35
C35
C36
C36
C36
C35
C35
013
C36
C36
C37
C37
C37
C37
C37

H36
C31
H33
H34
011l
H31
H32
H33
H34
C32
H31
H32
H28
H29
H30
H29
H30
H30
H32
H34
H36
H38
012
H46
H47
H48
H49
C35
H46
H47
C36
H44
H45
013
H42
H43
H44
H45
C37
H42
H43
H39
H40
H41
H40
H41
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110
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125
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.0955e+02
.0955e+02
.0955e+02
.0955e+02
.0955e+02
.0842e+02
.1007e+02
.1007e+02
.1007e+02
.1007e+02
.1245e+02
.0882e+02
.0882e+02
.0842e+02
.0882e+02
.0882e+02
.0842e+02
.1007e+02
.1007e+02
.1007e+02
.1007e+02
.1245e+02
.0882e+02
.0882e+02
.0882e+02
.0882e+02
.0882e+02
.0955e+02
.0955e+02
.0955e+02
.0955e+02
.0955e+02
.0955e+02
.0955e+02
.0842e+02
.1007e+02
.1007e+02
.1007e+02
.1007e+02
.1245e+02
.0882e+02
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.0842e+02
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.0882e+02
.0842e+02
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.2786e+02
.2786e+02
.2786e+02
.2786e+02
.2786e+02
.6718e+02
.8794e+02
.8794e+02
.8794e+02
.8794e+02
.2208e+02
.2543e+02
.2543e+02
.6718e+02
.2543e+02
.2543e+02
.6718e+02
.8794e+02
.8794e+02
.8794e+02
.8794e+02
.2208e+02
.2543e+02
.2543e+02
.2543e+02
.2543e+02
.2543e+02
.2786e+02
.2786e+02
.2786e+02
.2786e+02
.2786e+02
.2786e+02
.2786e+02
.6718e+02
.8794e+02
.8794e+02
.8794e+02
.8794e+02
.2208e+02
.2543e+02
.2543e+02
.6718e+02
.2543e+02
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.6718e+02

H40
H42
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H46
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C38
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014
014
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C40
C40
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C41
C41
Cc41
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H50
H51
H53
H55
H57
H59
C43
Cc43
C43
C44
C44
c44
Ole
Ole
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Ole
Ole
C45
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C35
C34
C33
C39
C39
C39
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014
C39
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C40
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C41
c41
C40
C40
015
C41
Cc41
C42
C42
C42
C42
C42
c42
C41
C40
C39
C38
C44
C44
C44
Cc43
C43
Oleé
C44
c44
C45
Cc45
C45
C46

H41
H43
H45
H47
H49
014
H57
H58
H59
H60
c40
H57
H58
c41
H55
H56
015
H53
H54
H55
H56
Cc42
H53
H54
H50
H51
H52
H51
H52
H52
H54
H56
H58
H60
0le6
H68
H69
H70
H71
C45
H68
H69
Cde6
H66
H67
017
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1
4
14
12
23
4
18
9
21
9
19
5
10
8
22
5
15
13
26
13
24
12
23
6
18
16

.1007e+02
.1007e+02
.1007e+02
.1007e+02
.1245e+02
.0882e+02
.0882e+02
.0882e+02
.0882e+02
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.8794e+02
.8794e+02
.8794e+02
.8794e+02
.2208e+02
.2543e+02
.2543e+02
.2543e+02
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.2543e+02
.2786e+02
.2786e+02
.2786e+02
.2786e+02
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.2786e+02

C45 -
Cc45 -
Cde -
Cd46 -
C46 -
017 -
017 -
017 -
017 -
017 -
H6l -
Hel -
H62 -
H64 -
H66 -
H68 -
H70 -

Cde
C46
C45
C45
017
C4e6
C46
c47
Cc47
c47
Cc47
c47
Cc47
Cde
C45
C44
C43

to use combine multiple AMBER torsions per
c2
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-30.
-30.
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33400
33400
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33400
33400
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33400
33400
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33400
33400
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33400
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- H64
- H65
- H66
- H67
- C47
- H64
- H65
- H61
- H62
- H63
- H62
- H63
- H63
- H65
- H67
- H69
- H71

quartet
C3

.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
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.00000
.00000
.00000
.00000
.00000
.00000
.00000
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.00000
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.00000
.00000
.00000
.00000
.00000
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.00000
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C_
C_
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C_
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Cl-
Cl-
Cl-
Cl-
Cl-
Cl-
Cl-
Cl-
Cl-
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Cl-
Cl-
Cl-
Cl-
C5-
C5-
C5-
C5-
Cco6-
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C_
C_
C_
C_
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Cl-
Cl-
C3-
C3-
C3-
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Cl0-
Cl0-
Cc4-
Cc4-
C9-
C9-
CT7-
C7-
C5-
C5-
Co-
Cé-
C3-
C3-
Cl3-
Cl3-
Cll-
Cll-
Cl0-
Cl0-
Cc4-
Cc4-
Cl4-

C3
C13
Cl1l

H2

C3
C17

C8

H

C8

]

Cc4

Cc9

c7

H1

c4
Cl4
Cl2

H3
C1l2

02
Cl1

H2

C5
C17
C1l5
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4 15 27 3 30.33400 0.00000 -30.33400 0.00000 0.00000 0.00000 ; C2- C3- Cl4- H4
14 13 12 3 30.33400 0.00000 -30.33400 0.00000 0.00000 0.00000 ; c2- Cl3- Cla- Cl1
14 13 25 3 30.33400 0.00000 -30.33400 0.00000 0.00000 0.00000 ; Cc2- Cl3- Cl2- 03

3 2 11 3 30.33400 0.00000 -30.33400 0.00000 0.00000 0.00000 ; C3- c2- Cl- C10

3 14 13 3 30.33400 0.00000 -30.33400 0.00000 0.00000 0.00000 ; C3- c2- Cl3- Cl2

3 14 26 3 30.33400 0.00000 -30.33400 0.00000 0.00000 0.00000 ; C3- c2- Cl3- H3

5 6 10 3 30.33400 0.00000 -30.33400 0.00000 0.00000 0.00000 ; C3- ca- C5- C9

5 18 17 3 30.33400 0.00000 -30.33400 0.00000 0.00000 0.00000 ; C3- c4- Cl7- Cle

5 18 30 3 30.33400 0.00000 -30.33400 0.00000 0.00000 0.00000 ; C3- Cc4- Cl7- H5
15 16 17 3 30.33400 0.00000 -30.33400 0.00000 0.00000 0.00000 ; C3- Cl4- Cl5- Cle
15 16 28 3 30.33400 0.00000 -30.33400 0.00000 0.00000 0.00000 ; C3- Cl4- Cl5- 04

4 3 14 3 30.33400 0.00000 -30.33400 0.00000 0.00000 0.00000 ; C4- C3- Cc2- C13

4 15 16 3 30.33400 0.00000 -30.33400 0.00000 0.00000 0.00000 ; C4- C3- Cl4- Cl5

4 15 27 3 30.33400 0.00000 -30.33400 0.00000 0.00000 0.00000 ; C4- C3- Cl4- H4

6 10 9 3 30.33400 0.00000 -30.33400 0.00000 0.00000 0.00000 ; C4- C5- C9- c8

6 10 21 3 30.33400 0.00000 -30.33400 0.00000 0.00000 0.00000 ; C4- C5- C9- H
18 17 16 3 30.33400 0.00000 -30.33400 0.00000 0.00000 0.00000 ; C4- Cl7- Cle- Cl15
18 17 29 3 30.33400 0.00000 -30.33400 0.00000 0.00000 0.00000 ; C4- Cl7- Cle- 05

1 2 3 3 30.33400 0.00000 -30.33400 0.00000 0.00000 0.00000 ; C5- Cc- Cl- c2

1 2 11 3 30.33400 0.00000 -30.33400 0.00000 0.00000 0.00000 ; C5- Cc- Cl- C10

1 7 8 3 30.33400 0.00000 -30.33400 0.00000 0.00000 0.00000 ; C5- Cc- Co- c7

1 7 22 3 30.33400 0.00000 -30.33400 0.00000 0.00000 0.00000 ; C5- C- Cé- H1

5 4 15 3 30.33400 0.00000 -30.33400 0.00000 0.00000 0.00000 ; C5- c4- C3- Cl4

5 18 17 3 30.33400 0.00000 -30.33400 0.00000 0.00000 0.00000 ; C5- C4- Cl7- Cle

5 18 30 3 30.33400 0.00000 -30.33400 0.00000 0.00000 0.00000 ; C5- c4- Cl7- H5
10 9 8 3 30.33400 0.00000 -30.33400 0.00000 0.00000 0.00000 ; C5- Cco- Cc8- c7
10 9 20 3 30.33400 0.00000 -30.33400 0.00000 0.00000 0.00000 ; C5- Co- C8- o1

1 2 3 3 30.33400 0.00000 -30.33400 0.00000 0.00000 0.00000 ; Cc6- Cc- Cl- c2

1 2 11 3 30.33400 0.00000 -30.33400 0.00000 0.00000 0.00000 ; Co6- C- Cl- C10

1 6 5 3 30.33400 0.00000 -30.33400 0.00000 0.00000 0.00000 ; C6- C- C5- Cc4

1 6 10 3 30.33400 0.00000 -30.33400 0.00000 0.00000 0.00000 ; Coé- C- C5- Cc9

8 9 10 3 30.33400 0.00000 -30.33400 0.00000 0.00000 0.00000 ; Cé6- c7- Cc8- C9

8 9 20 3 30.33400 0.00000 -30.33400 0.00000 0.00000 0.00000 ; Co- c7- Cc8- 0l

8 19 67 3 7.53120 0.00000 -7.53120 0.00000 0.00000 0.00000 ; C6- Cc7- 0- Cc28

9 10 21 3 30.33400 0.00000 -30.33400 0.00000 0.00000 0.00000 ; Cc7- Cc8- C9- H

9 20 121 3 7.53120 0.00000 -7.53120 0.00000 0.00000 0.00000 ; C7- Cc8- 0l- Cc43
19 67 68 3 1.60387 4.81160 0.00000 -6.41547 0.00000 0.00000 ; Cc7- o- C28- C29
19 67 83 3 1.60387 4.81160 0.00000 -6.41547 0.00000 0.00000 ; Cc7- 0o- C28- H37
19 67 84 3 1.60387 4.81160 0.00000 -6.41547 0.00000 0.00000 ; Cc7- o- C28- H38

8 7 22 3 30.33400 0.00000 -30.33400 0.00000 0.00000 0.00000 ; Cc8- c7- Co- H1

8 19 67 3 7.53120 0.00000 -7.53120 0.00000 0.00000 0.00000 ; Cc8- Cc7- 0- Cc28
20 121 122 3 1.60387 4.81160 0.00000 -6.41547 0.00000 0.00000 ; Cc8- 0l- C43- Cc44
20 121 137 3 1.60387 4.81160 0.00000 -6.41547 0.00000 0.00000 ; Cc8- ol- C43- H70
20 121 138 3 1.60387 4.81160 0.00000 -6.41547 0.00000 0.00000 ; C8- 0l- C43- H71

6 5 18 3 30.33400 0.00000 -30.33400 0.00000 0.00000 0.00000 ; C9- C5- C4- Cc17

9 8 19 3 30.33400 0.00000 -30.33400 0.00000 0.00000 0.00000 ; C9- Cc8- Cc7- 0
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15
28
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16
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85
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20
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02-
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Cc8-
Cl-
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Cl2-
Cl2-
02—
02-
02-
Cll-
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03-
03-
03-
Cc2-
Cl2-
Clz-
C3-
Cl5-
Cl5-
Cl5-
Clée-
Cle-
04-
04-
04-
Cl5-
Cl5-
05-
05-
05-
Cle-
Clée-
C7-
C7-
C28-
Cc28-
C28-
Cc8-
C43-
C43-
C43-
C10-
Cll-
C18-

ol-
Cc2-
Cl2-
Cl2-
02-
Cl3-
03-
Cl8-
Cl8-
Cl8-
Cl0-
02-
C23-
C23-
C23-
C3-
Cll-
03-
Cc4-
Cle-
Cle-
04-
Cl7-
05-
C33-
C33-
C33-
Cl4-
04-
C38-
C38-
C38-
Cl5-
05-
Cé-
Cc8-
C29-
C29-
C29-
C9-
C44-
C44-
C44-
Cll-
Cl2-
Cl9-

C43
C13
C13

03
Cc18

H3
Cc23
C19
H15
H16

H2
C18
Cc24
H26
H27
Cl4

02
C23
C17
C17

05
C33

H5
C38
C34
H48
H49

H4
C33
C39
H59
H60

04
C38

H1

0ol
010
H35
H36

Ole
H68
H69
02
03
06



24
24
25
25
25
25
27
28
28
28
28
29
29
29
29
31
32
32
32
33
33
33
33
33
34
34
34
35
35
35
36
36
37
37
41
41
42
42
45
45
46
46
49
50
50
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31
13
49
49
49
15
16
85
85
85
17
103
103
103
32
33
33
33
32
32
34
34
34
33
33
35
36
36
36
35
35
36
36
35
35
35
35
32
32
32
32
50
51
51
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14
50
50
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16
17
86
86
86
18
104
104
104
33
34
34
34
31
31
35
35
35
32
32
36
37
37
37
34
34
35
35
34
34
34
34
31
31
31
31
51
52
52
52

45
46
26
51
63
64
28
29
87
99
100
30
105
117
118
34
35
43
44
47
48
36
41
42
45
46
37
38
39
40
43
44
41
42
43
44
43
44
47
48
47
48
52
53
61
62
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.04600
.04600
.33400
.60250
.04600
.04600
.33400
.33400
.60250
.04600
.04600
.33400
.60250
.04600
.04600
.43927
.43927
.60387
.60387
.04600
.04600
.60250
.04600
.04600
.60387
.60387
.43927
.60387
.60387
.60387
.04600
.04600
.60387
.60387
.65084
.65084
.65084
.65084
.65084
.65084
.65084
.65084
.43927
.43927
.60387
.60387
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.04600
.04600
.00000
.80749
.04600
.04600
.00000
.00000
.80749
.04600
.04600
.00000
.80749
.04600
.04600
.80742
.80742
.81160
.81160
.04600
.04600
.80749
.04600
.04600
.81160
.81160
.80742
.81160
.81160
.81160
.04600
.04600
.81160
.81160
.95253
.95253
.95253
.95253
.95253
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.95253
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.80742
.80742
.81160
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.00000
.00000
.33400
.83240
.00000
.00000
.33400
.33400
.83240
.00000
.00000
.33400
.83240
.00000
.00000
.83680
.83680
.00000
.00000
.00000
.00000
.83240
.00000
.00000
.00000
.00000
.83680
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.83680
.83680
.00000
.00000
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.00000
.00000
.00000
.40998
.00000
.00000
.00000
.00000
.40998
.00000
.00000
.00000
.40998
.00000
.00000
.40989
.40989
.41547
.41547
.00000
.00000
.40998
.00000
.00000
.41547
.41547
.40989
.41547
.41547
.41547
.00000
.00000
.41547
.41547
.60338
.60338
.60338
.60338
.60338
.60338
.60338
.60338
.40989
.40989
.41547
.41547
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.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
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.00000
.00000
.00000
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.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
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02-
03-
03-
03-
03-
H4-
04-
04-
04-
04-
05-
05-
05-
05-
Ccl8-
Cl9-
Cl9-
Cl9-
06—
06—
06—
06—
06—
C20-
C20-
C20-
C21-
C21-
C21-
o7-
o7-
C22-
C22-
H9-
H9-
H10-
H10-
H13-
H13-
H14-
H14-
C23-
C24-
C24-
C24-

Cl8-
Cl18-
Clz-
C23-
C23-
C23-
Cl4-
Cl5-
C33-
C33-
C33-
Cle-
C38-
C38-
C38-
Cl19-

06—

06—

06—
Cl19-
Cl19-
C20-
C20-
C20-

06—

06—
Cc21-

o7-

07—

o7-
Cc21-
C21-

07—

o7~
Cc21-
C21-
C21-
Cc21-
Cl19-
C19-
C19-
C19-
C24-

o8-

o8-

08—

Cl9-
Cl9-
Cl3-
C24-
C24-
C24-
Cl5-
Cle-
C34-
C34-
C34-
Cl17-
C39-
C39-
C39-

06—
C20-
C20-
C20-
Ccl8-
Cl8-
Cc21-
C21-
Cc21-
Cl9-
Cl9-

o7-
C22-
C22-
C22-
C20-
C20-
C21-
C21-
C20-
C20-
C20-
C20-
Cl8-
Cl8-
Cl8-
Cl8-

o8-
C25-
C25-
C25-

H13
H14

H3

08
H24
H25

04

05
012
H46
H47

H5
014
H57
H58
Cc20
c21
H11
H12
H15
H16

o7

HO9
H10
H13
H14
C22

H6

H7

H8
H11
H12

HO9
H10
H11
H12
H11
H12
H15
H16
H15
H16
C25
C26
H22
H23
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59
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63
63
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64
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69
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70
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77
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79
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77
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.04600
.04600
.60250
.04600
.04600
.60387
.60387
.43927
.60387
.60387
.60387
.04600
.04600
.60387
.60387
.65084
.65084
.65084
.65084
.65084
.65084
.65084
.65084
.43927
.43927
.60387
.60387
.04600
.04600
.60250
.04600
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.60387
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.60387
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.60387
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.04600
.04600
.80749
.04600
.04600
.81160
.81160
.80742
.81160
.81160
.81160
.04600
.04600
.81160
.81160
.95253
.95253
.95253
.95253
.95253
.95253
.95253
.95253
.80742
.80742
.81160
.81160
.04600
.04600
.80749
.04600
.04600
.81160
.81160
.80742
.81160
.81160
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.00000
.00000
.83240
.00000
.00000
.00000
.00000
.83680
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.83680
.83680
.00000
.00000
.00000
.00000
.83240
.00000
.00000
.00000
.00000
.83680
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000

.00000
.00000
.40998
.00000
.00000
.41547
.41547
.40989
.41547
.41547
.41547
.00000
.00000
.41547
.41547
.60338
.60338
.60338
.60338
.60338
.60338
.60338
.60338
.40989
.40989
.41547
.41547
.00000
.00000
.40998
.00000
.00000
.41547
.41547
.40989
.41547
.41547
.41547
.00000
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.60338
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.00000
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.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
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.00000
.00000
.00000
.00000
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.00000
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.00000
.00000
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010-
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C24-
C25-
C25-
C25-
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C24-
C24-
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010-
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010-
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C31-
0l1l-
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0l1l-
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0l1-
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C31-
C31-
C31-
C31-

C23-
C23-
C26-
C26-
C26-
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09-
C27-
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C25-
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010-
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C30-
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C31-
C31-
C30-
C30-
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H26
H27

09
H20
H21
H24
H25
c27
H17
H18
H19
H22
H23
H20
H21
H22
H23
H22
H23
H26
H27
H26
H27
C30
C31
H33
H34
H37
H38
011
H31
H32
H35
H36
C32
H28
H29
H30
H33
H34
H31
H32
H33
H34
H33
H34
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87
87
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95
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.65084
.65084
.65084
.65084
.43927
.43927
.60387
.60387
.04600
.04600
.60250
.04600
.04600
.60387
.60387
.43927
.60387
.60387
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.60387
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.95253
.95253
.95253
.95253
.80742
.80742
.81160
.81160
.04600
.04600
.80749
.04600
.04600
.81160
.81160
.80742
.81160
.81160
.81160
.04600
.04600
.81160
.81160
.95253
.95253
.95253
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.80742
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.00000
.00000
.00000
.00000
.83680
.83680
.00000
.00000
.00000
.00000
.83240
.00000
.00000
.00000
.00000
.83680
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.83680
.83680
.00000
.00000
.00000
.00000
.83240
.00000
.00000
.00000
.00000
.83680
.00000
.00000
.00000

.60338
.60338
.60338
.60338
.40989
.40989
.41547
.41547
.00000
.00000
.40998
.00000
.00000
.41547
.41547
.40989
.41547
.41547
.41547
.00000
.00000
.41547
.41547
.60338
.60338
.60338
.60338
.60338
.60338
.60338
.60338
.40989
.40989
.41547
.41547
.00000
.00000
.40998
.00000
.00000
.41547
.41547
.40989
.41547
.41547
.41547
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.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
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.00000
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.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000

H35-
H35-
H36-
H36-
C33-
C34-
C34-
C34-
01l2-
01l2-
01l2-
0l2-
0l1l2-
C35-
C35-
C35-
C36-
C36-
C36-
013-
013-
C37-
C37-
H42-
H42-
H43-
H43-
H46-
H46-
H47-
H47-
C38-
C39-
C39-
C39-
0l4-
0l4-
0l4-
0l4-
0l4-
C40-
C40-
C40-
Cc41-
C41-
Cc41-

C29-
C29-
C29-
C29-
C34-
012-
012-
012-
C34-
C34-
C35-
C35-
C35-
0l2-
012-
C36-
013-
013-
013-
C36-
C36-
013-
013-
C36-
C36-
C36-
C36-
C34-
C34-
C34-
C34-
C39-
0l4-
0l4-
01l4-
C39-
C39-
C40-
C40-
C40-
01l4-
0l4-
C41-
015-
015-
01l5-

C28-
C28-
C28-
C28-
0l12-
C35-
C35-
C35-
C33-
C33-
C36-
C36-
C36-
C34-
C34-
013-
C37-
C37-
C37-
C35-
C35-
C36-
C36-
C35-
C35-
C35-
C35-
C33-
C33-
C33-
C33-
0l4-
C40-
C40-
C40-
C38-
C38-
Cc41-
Cc41-
Cc41-
C39-
C39-
015-
C42-
Cc42-
C42-

H37
H38
H37
H38
C35
C36
H44
H45
H48
H49
013
H42
H43
H46
H47
Cc37
H39
H40
H41
H44
H45
H42
H43
H44
H45
H44
H45
H48
H49
H48
H49
Cc40
Cc41
H55
H56
H59
H60
015
H53
H54
H57
H58
C42
H50
H51
H52
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108 107
108 107
109 108
109 108
113 107
113 107
114 107
114 107
117 104
117 104
118 104
118 104
121 122
122 123
122 123
122 123
123 122
123 122
123 124
123 124
123 124
124 123
124 123
124 125
125 126
125 126
125 126
126 125
126 125
127 126
127 126
131 125
131 125
132 125
132 125
135 122
135 122
136 122
136 122
dihedrals ]
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1
1
1
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106
106
107
107
106
106
106
106
103
103
103
103
123
124
124
124
121
121
125
125
125
122
122
126
127
127
127
124
124
125
125
124
124
124
124
121
121
121
121

115
116
113
114
115
116
115
116
119
120
119
120
124
125
133
134
137
138
126
131
132
135
136
127
128
129
130
133
134
131
132
133
134
133
134
137
138
137
138
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; impropers
; treated as propers in GROMACS to

k

2
6
7

1 func
11 1
10 1
22 1

.04600
.04600
.60387
.60387
.65084
.65084
.65084
.65084
.65084
.65084
.65084
.65084
.43927
.43927
.60387
.60387
.04600
.04600
.60250
.04600
.04600
.60387
.60387
.43927
.60387
.60387
.60387
.04600
.04600
.60387
.60387
.65084
.65084
.65084
.65084
.65084
.65084
.65084
.65084

OO O OO0 OO FHFRFRPRERPREPEPFENRPRPEPPORPREPEENNOOOOOOOOR R EF

|
=

.04600
.04600
.81160
.81160
.95253
.95253
.95253
.95253
.95253
.95253
.95253
.95253
.80742
.80742
.81160
.81160
.04600
.04600
.80749
.04600
.04600
.81160
.81160
.80742
.81160
.81160
.81160
.04600
.04600
.81160
.81160
.95253
.95253
.95253
.95253
.95253
.95253
.95253
.95253
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eNeoNeoNoNeoNoNoNoNoNeoNoNeoNoNoNoNoNeoNoNeoNoBcNoNoNeoNoNoNoNoNoNoNoNoNoNoNoNo oo No}

.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.83680
.83680
.00000
.00000
.00000
.00000
.83240
.00000
.00000
.00000
.00000
.83680
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000

0.00000

0.00000
-6.41547
-6.41547
-2.60338
-2.60338
-2.60338
-2.60338
-2.60338
-2.60338
-2.60338
-2.60338
-6.40989
-6.40989
-6.41547
-6.41547

0.00000

0.00000
-2.40998

0.00000

0.00000
-6.41547
-6.41547
-6.40989
-6.41547
-6.41547
-6.41547

0.00000

0.00000
-6.41547
-6.41547
-2.60338
-2.60338
-2.60338
-2.60338
-2.60338
-2.60338
-2.60338
-2.60338

use correct AMBER analytical function

phase

180.00
180.00
180.00

kd pn
4.60240 2
4.60240 2
4.60240 2

’
’

’

C_
C_
C_

C2-
Cc4-
CT7-

Cl-
C5-
Ccée-

eNeoNeoNoNeoNoNoNoNoNeoNoNeoNoNoNoNoNeoNoNeoNoNoNoNoNeoNoNoNoNoNoNoNoNoNoNoNoNeo oo No}

.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000

C10
C9
H1

[eNoNeoBoNoNeoNoNoloNeoloNoNoNoNeololNeNoNeo oo Neo oo NoNoNoNoNeo o NeoNoNoNoNoNeo oo NoJ

.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000
.00000

015-
015-
Cc42-
C42-
H53-
H53-
H54-
H54-
H57-
H57-
H58-
H58-
C43-
C44-
Cc44-
C44-
0l6-
Ole6-
0l6-
Ole6-
0l6-
C45-
C45-
C45-
Cde6-
Cde6-
Cde-
017~
017-
c47-
C47-
H64-
H64-
H65-
H65-
H68-
H68-
H69-
H69-

Cc41-
C41-
015-
015-
Cc41-
C41-
Cc41-
C41-
C39-
C39-
C39-
C39-
c44-
0lé6-
0l6-
0lé6-
c44-
Cc44-
C45-
C45-
C45-
0le6-
0l6-
Cde-
017-
017-
017-
Cd6-
Cd6-
017-
017-
Cd6-
Cd6-
Cd6-
Cde6-
c44-
Cc44-
c44-
Cc44-

C40-
C40-
Cc41-
C41-
C40-
C40-
C40-
C40-
C38-
C38-
C38-
C38-
Ole-
C45-
C45-
C45-
C43-
C43-
C46-
Cde-
C4e6-
C44-
C44-
017-
c47-
c47-
c47-
C45-
C45-
C46-
Cdo-
C45-
C45-
C45-
C45-
C43-
C43-
C43-
C43-

H55
H56
H53
H54
H55
H56
H55
H56
H59
H60
H59
H60
C45
C46
H66
H67
H70
H71
017
H64
H65
H68
H69
c47
H61
H62
H63
H66
H67
H64
H65
H66
H67
H66
H67
H70
H71
H70
H71



2 4 3 14 1 180.00
2 12 11 23 1 180.00
3 5 4 15 1 180.00
3 13 14 26 1 180.00
4 6 5 18 1 180.00
4 16 15 27 1 180.00
5 17 18 30 1 180.00
6 9 10 21 1 180.00
7 1 6 2 1 180.00
7 9 8 19 1 180.00
8 10 9 20 1 180.00
11 13 12 24 1 180.00
12 14 13 25 1 180.00
15 17 16 28 1 180.00
16 18 17 29 1 180.00
[ moleculetype ]
; molname nrexcl
SOL 2
[ atoms ]
; 1d at type res nr res name at name
1 oW 1 SOL ow
2 HW 1 SOL HW1
3 HW 1 SOL HW2

#ifndef FLEXIBLE

[ settles ]

; OW funct doh dhh

1 1 0.09572 0.15139
[ exclusions ]

1 2 3

2 1 3

3 1 2

#else

[ bonds ]

;o1 3 funct length
1 2 1 0.09572
1 3 1 0.09572

force constant

502416.0
502416.0

4.60240 2 ; Cl-
4.60240 2 ; Cl-
4.60240 2 ; c2-
4.60240 2 ; c2-
4.60240 2 ; C3-
4.60240 2 ; C3-
4.60240 2 ; ca-
4.60240 2 ; C5-
4.60240 2 ; C6-
4.60240 2 ; C6-
4.60240 2 ; c7-
4.60240 2 ; Cl0-
4.60240 2 ; Cll-
4.60240 2 ; Ccl4a-
4.60240 2 ; Cl5-
cg nr charge mass
1 -0.834 16.00000
1 0.417 1.00800
1 0.417 1.00800
0.09572 502416.0
0.09572 502416.0

C3-
Cli-
Cc4-
Cl2-
C5-
Cl5-
Cle-
c8-
C_
c8-
C9-
Cl2-
Cl3-
Cle-
Cl7-

Cc2-
Cl10-
C3-
Cl3-
Cc4-
Cl4-
Cl7-
Cc9-
C5-
C7-
Cc8-
Cll-
Cl2-
Cl5-
Cle-

Cl3

H2

Cl4

H3

cl7

H4
H5

H
Cl

0
0ol
02
03
04
05



;1 3 k funct angle
1 3 1 104.52

#endif

[ system ]

TP6EO2M in water

[ molecules ]
; Compound nmols
TP6EO2M 8

SOL 4784

force constant

628.02

104.52

628.02



