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SUPPLEMENTARY DATA 3: SIMULATION PARAMETERS



Forcefield parameters:

General information:

[ defaults ]
; nbfunc comb-rule  gen-pairs  fudgell fudgeQQ
1 2 yes 0.5 0.8333

Atom types: GAFF parameters

GerBn.itp

[ molecule type ]
;name

HGB

[ atoms ]

1
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ca
ca
ca
ca
ca
ca
c3
c3
c2
c2
c3
c3
c2
c2
c3
c3
c3
ha
ha
ha
ha
ha
hc
hc
hc
hc
ha
hc
hc
hc
hc
ha
hc
hc
hc

nrexcl
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HGB
HGB
HGB
HGB
HGB
HGB
HGB
HGB
HGB
HGB
HGB
HGB
HGB
HGB
HGB
HGB
HGB
HGB
HGB
HGB
HGB
HGB
HGB
HGB
HGB
HGB
HGB
HGB
HGB
HGB
HGB
HGB
HGB
HGB
HGB

C 1 -0.186730 12.01000; gtot0.000

c1
2
c3
c4
cs
c6
c7
c8
9
C10
c11
c12
c13
C14
c15
C16
H
H1
H2
H3
H4
H5
H6
H7
H8
H9
H10
H11
H12
H13
H14
H15
H16
H17

2 0.183336 12.01000 ; qtot 0.000
-0.196350 12.01000 ; gtot 0.000
-0.104815 12.01000 ; gtot 0.000
-0.150817 12.01000 ; gtot 0.000
-0.114855 12.01000 ; gtot 0.000
-0.446041 12.01000 ; gtot 0.000
0.558880 12.01000 ; qtot 0.000
9 -0.576308 12.01000 ; gtot 0.000
10 0.242090 12.01000 ; qtot 0.000
11 -0.366397 12.01000 ; qtot 0.000
12 0.434900 12.01000; qtot0.000
13  -0.611442 12.01000; qtot 0.000
14 0.291109 12.01000; qtot 0.000
15 -0.336390 12.01000; qtot 0.000
16 -0.246001 12.01000; qtot 0.000
17 -0.269185 12.01000 ; qtot 0.000
18 0.098879 1.00800 ; gtot 0.000
19 0.124961 1.00800 ; gtot 0.000
20 0.117700 1.00800 ; qtot 0.000
21 0.121519 1.00800 ; qtot 0.000
22 0.122887 1.00800 ; gtot 0.000
23 0.122172 1.00800 ; gtot 0.000
24 0.122172 1.00800 ; gtot 0.000
25 -0.056683 1.00800 ; gtot 0.000
26 -0.056683 1.00800 ; qtot 0.000
27 0.132368 1.00800 ; gtot 0.000
28 0.105259 1.00800 ; gtot 0.000
29 0.105259 1.00800 ; gtot 0.000
30 -0.022929 1.00800 ; gtot 0.000
31 -0.022929 1.00800 ; gqtot 0.000
32 0.183628 1.00800; qtot 0.000
33 0.091792 1.00800 ; qtot 0.000
34 0.091792 1.00800 ; gtot 0.000
35 0.091792 1.00800 ; gtot 0.000
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1.00800 ; gtot 0.000
1.00800 ; qtot 0.000
1.00800 ; gtot 0.000
1.00800 ; gtot 0.000
1.00800 ; gqtot 0.000
1.00800 ; gtot 0.000

36 hc 1 HGB H18 36 0.067073
37 hc 1 HGB H19 37 0.067073
38 hc 1 HGB H20 38 0.067073
39 hc¢ 1 HGB H21 39 0.073614
40 hc 1 HGB H22 40 0.073614
41 hc 1 HGB H23 41 0.073614
[ bonds ]
; ai ajfunct r k
1 2 1 1.3984e-01 3.8585e+05;
1 6 1 1.3984e-01 3.8585e+05;
1 18 1 1.0860e-01 2.8937e+05;
2 3 1 1.3984e-01 3.8585e+05;
2 7 1 1.5156e-01 2.6861e+05;
3 4 1 1.3984e-01 3.8585e+05;
3 19 1 1.0860e-01 2.8937e+05;
4 5 1 1.3984e-01 3.8585e+05;
4 20 1 1.0860e-01 2.8937e+05;
5 6 1 1.3984e-01 3.8585e+05;
5 21 1 1.0860e-01 2.8937e+05;
6 22 1 1.0860e-01 2.8937e+05;
7 8 1 1.5375e-01 2.5179e+05;
7 23 1 1.0969e-01 2.7665e+05;
7 24 1 1.0969e-01 2.7665e+05;
8 9 1 1.5095e-01 2.7347e+05;
8 25 1 1.0969e-01 2.7665e+05;
8 26 1 1.0969e-01 2.7665e+05;
9 10 1 1.3343e-01 4.7647e+05;
9 27 1 1.0879e-01 2.8711e+05;
10 11 1 1.5095e-01 2.7347e+05;
10 17 1 1.5095e-01 2.7347e+05;
11 12 1 1.5375e-01 2.5179e+05;
11 28 1 1.0969e-01 2.7665e+05 ;
11 29 1 1.0969e-01 2.7665e+05;
12 13 1 1.5095e-01 2.7347e+05;
12 30 1 1.0969e-01 2.7665e+05;
12 31 1 1.0969e-01 2.7665e+05 ;
13 14 1 1.3343e-01 4.7647e+05;
13 32 1 1.0879e-01 2.8711e+05;
14 15 1 1.5095e-01 2.7347e+05;
14 16 1 1.5095e-01 2.7347e+05;
15 33 1 1.0969e-01 2.7665e+05;
15 34 1 1.0969e-01 2.7665e+05;
15 35 1 1.0969e-01 2.7665e+05 ;
16 36 1 1.0969e-01 2.7665e+05;
16 37 1 1.0969e-01 2.7665e+05;
16 38 1 1.0969e-01 2.7665e+05;
17 39 1 1.0969e-01 2.7665e+05 ;
17 40 1 1.0969e-01 2.7665e+05;
17 41 1 1.0969e-01 2.7665e+05 ;

c-c1
C-GC5
C-H
Ci1-C2
Cl1-Cé6
C2-C3
C2-H1
C3-C4
C3-H2
C4-C5
C4-H3
C5-H4
C6 - C7
C6 - H5
C6-H6
C7-C8
C7 - H7
C7-H8
C8-0C9
C8-H9
C9-C10
C9-C16
C10-C11
C10-H10
C10-H11
C11-C12
C11-H12
C11-H13
C12-C13
C12 -H14
C13-C14
C13-C15
C14 - H15
Cl14 - H16
C14 - H17
C15-H18
C15-H19
C15 - H20
Cl6-H21
C16 - H22
C16-H23



[ pairs ]

; al aj

4

8

19
21
23
24
5

9

20
22
25
26
8

21
23
24
7

22
19
3

7

20
10
19
27
11
17
12
23
24
28
29
39
40
41
13
25
26
30
31
14
27
32
39
40
41
15
16
17
28
29
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funct

C-C3
c-c7
1; C-H1
1; C-H3
1
1

1;
1;

; C-H5
; C-H6
Cl-c4
Cl-cC8
1; Cl1-H2
1, Cl-H4
1, Cl-H7
1, Cl1-H8
C2-C7
1; C2-H3
1; C2-HS5
1; C2-H6
1; C3-Cé6
1; C3-H4
1; C4-H1
1, C5-C2
C5-Cé6
C5-H2
C6-C9
C6-H1
C6 - H9
C7-C10
C7-C16
C8-C11
C8-H5
C8 - H6
C8 - H10
C8 - H11
C8-H21
C8 - H22
C8-H23
C9-C12
C9 - H7
C9-H8
C9 - H12
C9-H13
C10-C13
C10-H9
Cl0-H14
Cl10-H21
C10-H22
C10-H23
Cl1-C14
Cl1-C15
Cl1-C16
Cl12 - H10
Cl2-H11
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13
13
13
13
13
13
14
14
15
15
15
15
16
16
16
16
17
17
17
18
18
18
18
19
20
21
23
23
24
24
25
26
28
28
29
29
30
31

33
34
35
36
37
38
30
31
32
36
37
38
32
33
34
35
27
28
29

(2}

22
20
21
22
25
26
25
26
27
27
30
31
30
31
32
32

[angles ]
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C12 - H15
C12 - H16
C12 - H17
C12 - H18
C12 - H19
C12 - H20
C13 - H12
C13 - H13
C14 - H14
C14 - H18
C14 - H19
C14 - H20
C15 - H14
C15 - H15
C15 - H16
C15 - H17
C16 - H9
C16 - H10
C16 - H11
H-C2
H-Ca

H - C6

H - H4
H1 - H2
H2 - H3
H3 - H4
H5 - H7
H5 - H8
H6 - H7
H6 - H8
H7 - H9
H8 - H9
H10 - H12
H10 - H13
H11- H12
H11- H13
H12 - H14
H13 - H14

ak funct theta cth

3
7
5
22
6
18
4
19
8
23
24
7

1 1.2002e+02 5.5731e+02;
1 1.2077e+02 5.3137e+02;
1 1.2002e+02 5.5731e+02;
1 1.1988e+02 4.0334e+02;
1 1.2002e+02 5.5731e+02;
1 1.1988e+02 4.0334e+02;
1 1.2002e+02 5.5731e+02;
1 1.1988e+02 4.0334e+02;
1 1.1207e+02 5.2802e+02;
1 1.1047e+02 3.9162e+02;
1 1.1047e+02 3.9162e+02;
1 1.2077e+02 5.3137e+02;

c-c1
c-c1
C-GC5
C-GC5
Ci1-C
Ci1-C
Ci1-cC2
Ci1-cC2
C1-Cé6
Cl1-Cé6
Cl1-Co6
C2-C1

5

-C2
- C6
- C4
-H4
-C5
-H
-C3
-H1
-C7
- H5
- H6
-C6
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10
9
11
11
11
17
17
17
10
12
12
12
11
11
13
13
12
12
14
14
13
15
15
15
16
16
16
14
7
8
11
12
15
15

5
20
19

6
21
20
22
18
21

9
25
26
23
24
10
27
25
26

11

17

27

12
28
29
39
40
41
17
13
30
31
28
29
14
32
30
31
15
16
32
33
34
35
36
37
38
16
24
26
29
31
34
35

1 1.2002e+02 5.5731e+02;

1
1
1

PR R R R

[

P R R R R R R R

1.1988e+02
1.1988e+02
1.2002e+02
1.1988e+02
1.1988e+02
1.1988e+02
1.1988e+02
1.1988e+02
1.1156e+02
1.0980e+02
1.0980e+02
1.0980e+02
1.0980e+02
1.2363e+02
1.1568e+02
1.1036e+02
1.1036e+02

4.0334e+02 ;
4.0334e+02 ;
5.5731e+02;
4.0334e+02 ;
4.0334e+02 ;
4.0334e+02 ;
4.0334e+02 ;
4.0334e+02 ;
5.3053e+02;
3.8744e+02 ;
3.8744e+02 ;
3.8744e+02 ;
3.8744e+02 ;
5.3639e+02 ;
3.8409e+02 ;
3.9330e+02 ;
3.9330e+02;

1 1.2363e+02 5.3639e+02;
1 1.2363e+02 5.3639e+02;
1 1.2043e+02 4.1756e+02;

PR R RPRPRRRPRRRPRRRPRRRRRARRLRRRPERRRRR

1
1

N Y

1.1156e+02
1.1036e+02
1.1036e+02
1.1036e+02
1.1036e+02
1.1036e+02
1.1565e+02
1.1156e+02
1.0980e+02
1.0980e+02
1.0980e+02
1.0980e+02
1.2363e+02
1.1568e+02
1.1036e+02
1.1036e+02
1.2363e+02
1.2363e+02
1.2043e+02
1.1036e+02
1.1036e+02
1.1036e+02
1.1036e+02
1.1036e+02
1.1036e+02
1.1565e+02
1.0758e+02
1.0758e+02
1.0758e+02
1.0758e+02
1.0758e+02
1.0758e+02

5.3053e+02 ;
3.9330e+02;
3.9330e+02 ;
3.9330e+02 ;
3.9330e+02 ;
3.9330e+02 ;
5.2635e+02 ;
5.3053e+02;
3.8744e+02 ;
3.8744e+02 ;
3.8744e+02 ;
3.8744e+02;
5.3639e+02 ;
3.8409e+02 ;
3.9330e+02 ;
3.9330e+02 ;
5.3639e+02;
5.3639e+02 ;
4.1756e+02 ;
3.9330e+02 ;
3.9330e+02 ;
3.9330e+02 ;
3.9330e+02 ;
3.9330e+02 ;
3.9330e+02;
5.2635e+02 ;
3.2970e+02 ;
3.2970e+02 ;
3.2970e+02 ;
3.2970e+02 ;
3.2970e+02 ;
3.2970e+02 ;

C2-C3 -4
C2-C3 -H2
C3-C2 -H1

C3-C¢4 -GC5
C3-C4 -H3
C4-C3 -H2
C4-C5 -H4
¢5-C -H
C5-C4 -H3

c6-C7 -C8
c6-C7 -H7
C6-C7 -H8
C7-C6 -H5
C7-C6 -H6
C7-C8 -(C9
C7-C8 -H9
C8-C7 -H7
C8-C7 -H8
c8-C9 -C10
C8-C9 -Ci16
C9-C8 -H9

€9 -C10 -cC11
€9 -C10 -H10
C9-C10 -H11
C9-C16 -H21
C9-Cl16 -H22
C9-C16 -H23
Cl10-C9 -C16
C10-C11 -cC12
C10-C11 -H12
C10-C11 -H13
C11-C10 -H10
C11-C10 -H11
Cl1-C12 -cC13
Cl1-C12 -Hi4
Cl12 -C11 -H12
C12-C11 -H13
C12-C13 -Ci14
C12-C13 -Ci15
C13-C12 -Hi4
C13-C14 -H15
C13-C14 -H1e
C13-C14 -H17
C13-C15 -H18
C13-C15 -H19
C13-C15 -H20
C14-C13 -Ci15
H5-C6 -H6
H7-C7 -H8
H10 - C10 -H11
H12 - C11 -H13
H15-C14 -H16
H15-Cl14 -H17



34
36
36
37
39
39
40

15
16
16
16
17
17
17

35
37
38
38
40
41
41
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1.0758e+02
1.0758e+02
1.0758e+02
1.0758e+02
1.0758e+02
1.0758e+02
1.0758e+02

[ dihedrals ] ; propers
; treated as RBs in GROMACS to use combine multiple AMBER torsions per quartet

;o
1
C2-
1
C2-
1
Cc7
1
H5
1
H6
1
C4-
1
C4-
2
C5-
2
C5-
2
C3-
2
C3-
2
C7-
2
C7-

i k

2 3
C3

2 3
H1

2 7

2 7

2 7

6 5
c3

6 5
H3

1 6
Cca

1 6
H4

3 4
Ca

3 4
H2

7 8
C8

7 8
H7

7 8
H8

2 7

2 7
H5

2 7
H6

4 5
c5

4 5
H3

3 2
Cé

5 6
H4

3.2970e+02 ;
3.2970e+02 ;
3.2970e+02 ;
3.2970e+02 ;
3.2970e+02 ;
3.2970e+02 ;
3.2970e+02 ;

H16 - C14
H18 - C15
H18 - C15
H19 - C15
H21 - C16
H21 - C16
H22 - C16

- H17
- H19
- H20
- H20
- H22
- H23
- H23

| func CO C1 Cc2 C3 C4 c5
4 3 30.33400 0.00000 -30.33400 0.00000 0.00000 0.00000;
19 3 30.33400 0.00000 -30.33400 0.00000 0.00000 0.00000;
8 3 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000; C-
23 3 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000; C-
24 3 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000; C-
4 3 30.33400 0.00000 -30.33400 0.00000 0.00000 0.00000;
21 3 30.33400 0.00000 -30.33400 0.00000 0.00000 0.00000;
5 3 30.33400 0.00000 -30.33400 0.00000 0.00000 0.00000;
22 3 30.33400 0.00000 -30.33400 0.00000 0.00000 0.00000;
5 3 30.33400 0.00000 -30.33400 0.00000 0.00000 0.00000 ;
20 3 30.33400 0.00000 -30.33400 0.00000 0.00000 0.00000;
9 3 0.65084 1.95253 0.00000 -2.60338 0.00000 0.00000;
25 3 0.65084 1.95253 0.00000 -2.60338 0.00000 0.00000 ;
26 3 0.65084 1.95253 0.00000 -2.60338 0.00000 0.00000;
8 3 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000; C2-
23 3 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000;
24 3 0.00000 0.00000 0.00000 0.00000 0.00000 0.00000 ;
6 3 30.33400 0.00000 -30.33400 0.00000 0.00000 0.00000;
21 3 30.33400 0.00000 -30.33400 0.00000 0.00000 0.00000;
7 3 30.33400 0.00000 -30.33400 0.00000 0.00000 0.00000;
22 3 30.33400 0.00000 -30.33400 0.00000 0.00000 0.00000;

C-

C-

C1-

C1-

C1-

C-

C-

C1-

C1-

C1-

C1-

C1-

C1-

C1-

C1-

C1-

C1-

C2-

C2-

Cé-

Ce-

Cé-

Cé-

C1-

C1-

C3-

C3-

C2-



C9- C10
8 9
C9- C16
9 8
C6- H5
9 8
C6- H6
9 10
C10- C11

C10- H10

C10- H1i1

Ci16- H21

Cl6- H22

C16- H23
10 9
C7- H7
10 9
C7- H8
10 11
C11- C12
10 11
C11- H12
10 11
C11- H13
11 10
C8- H9
11 10
Ci16- H21
11 10
C16- H22
11 10
Cl16- H23

10

10

7

7

11

11

11

17

17

17

12

12

12

17

17

17

19

20

19

10

27

11

17

24

12

28

29

39

40

41

25

26

13

30

31

27

39

40

41

3

3

3

30.33400

30.33400

30.33400

30.33400

30.33400

0.00000

0.00000

63.59680

63.59680

0.65084

0.65084

0.00000

6.40152

6.40152

6.40152

6.40152

6.40152

6.40152

6.40152

0.65084

0.65084

3 0.65084

3

55.64720

3 0.00000

3 0.00000

3 0.00000

0.00000

0.00000

0.00000

0.00000

0.00000

0.00000

0.00000

7.94960

7.94960

1.95253

1.95253

0.00000

-9.58136

-9.58136

-9.58136

-9.58136

-9.58136

-9.58136

-9.58136

1.95253

1.95253

1.95253

0.00000

-30.33400

-30.33400

-30.33400

-30.33400

-30.33400

0.00000

0.00000

-55.64720

-55.64720

0.00000

0.00000

0.00000

0.00000

0.00000

0.00000

0.00000

0.00000

0.00000

0.00000

0.00000

0.00000

0.00000

-55.64720

0.00000

0.00000

0.00000

0.00000

0.00000

0.00000

0.00000

0.00000

0.00000

-2.60338

-2.60338

0.00000

6.35968

6.35968

6.35968

6.35968

6.35968

6.35968

6.35968

-2.60338

-2.60338

-2.60338

0.00000

0.00000 0.00000 0.00000

0.00000 0.00000 0.00000

0.00000 0.00000 0.00000

0.00000

0.00000

0.00000

0.00000

0.00000

0.00000

0.00000

0.00000

0.00000

0.00000

0.00000

0.00000

0.00000

0.00000

0.00000

0.00000

0.00000

0.00000

0.00000

0.00000

0.00000

0.00000

0.00000

0.00000

0.00000

0.00000

0.00000;

0.00000 ;

0.00000 ;

0.00000;

0.00000 ;

0.00000;

0.00000;

0.00000 ;

0.00000 ;

0.00000 ;

0.00000 ;

0.00000 ;

0.00000 ;

0.00000 ;

0.00000 ;

0.00000 ;

0.00000 ;

0.00000 ;

0.00000 ;

0.00000 ;

0.00000;

0.00000 ;

0.00000 ;

0.00000 ;

0.00000 ;

0.00000 ;

C5-

C5-

C5-

Cé6-

C6-

C6-

C7-

C7-

C8-

C8-

C8-

C8-

C8-

C8-

C8-

C8-

Co-

Co-

Co-

Co-

Co-

C10-

C10-

C10-

C10-

Ca-

C1-

C7-

C7-

C8-

C8-

C7-

C7-

Co-

Co-

Co-

Co-

Co-

Co-

C10-

C10-

C10-

Co-

C9-

Co-

Co-



11
C12-
11
Ci2-
12

12
C13
12
H14
11

C9- C16

12
C13-
12
C13-
13
C10-
13
C10-
13
C14-
13
C14-
13
C14-
13
C15-
13
C15-
13
C15-
14
C11-
14
C11-
15
Ci2-
15
C15-
15
C15-
15
C15-
16
Ci2-
16
C14-
16
C14-
16
C14-
17
C8-
17
C10-
17
C10-

13
Ci4
13
C15
12
H10
12
H11
14
H15
14
H16
14
H17
14
H18
14
H19
14
H20
13
H12
13
H13
14
H14
14
H18
14
H19
14
H20
14
H14
14
H15
14
H16
14
H17
10

H9

10
H10
10
H11

13

13

10

14

14

11

11

15

15

15

16

16

16

12

12

13

16

16

16

13

15

15

15

11

11

14

32

17

15

16

28

29

33

34

35

36

37

38

30

31

32

36

37

38

32

33

34

35

27

28

29

3 0.00000

3 0.00000

3 0.00000

3 63.59680

3 63.59680

3 0.65084

3 0.65084

3 6.40152

3 6.40152

3 6.40152

3 6.40152

3 6.40152

3 6.40152

3 6.40152

3 6.40152

3 55.64720

3 0.00000

3 0.00000

3 0.00000

3 55.64720

3 0.00000

3 0.00000

3 0.00000

3 55.64720

0.00000 0.00000 0.00000

0.00000 0.00000 0.00000

0.00000 0.00000 0.00000

7.94960 -55.64720 0.00000

7.94960 -55.64720 0.00000

1.95253 0.00000 -2.60338

1.95253 0.00000 -2.60338

-9.58136 0.00000 6.35968

-9.58136 0.00000 6.35968

-9.58136 0.00000 6.35968

-9.58136 0.00000 6.35968

-9.58136 0.00000 6.35968

-9.58136 0.00000 6.35968

-9.58136 0.00000 6.35968

-9.58136 0.00000 6.35968

0.00000 -55.64720 0.00000

0.00000 0.00000 0.00000

0.00000 0.00000 0.00000

0.00000 0.00000 0.00000

0.00000 -55.64720 0.00000

0.00000 0.00000 0.00000

0.00000 0.00000 0.00000

0.00000 0.00000 0.00000

0.00000 -55.64720 0.00000

3 0.00000 0.00000 0.00000 0.00000

3 0.00000 0.00000 0.00000 0.00000

0.00000

0.00000

0.00000

0.00000

0.00000

0.00000

0.00000

0.00000

0.00000

0.00000

0.00000

0.00000

0.00000

0.00000

0.00000

0.00000

0.00000

0.00000

0.00000

0.00000

0.00000

0.00000

0.00000

0.00000

0.00000

0.00000

0.00000 ;

0.00000 ;

0.00000 ;

0.00000;

0.00000;

0.00000 ;

0.00000;

0.00000 ;

0.00000 ;

0.00000 ;

0.00000 ;

0.00000 ;

0.00000 ;

0.00000 ;

0.00000 ;

0.00000;

0.00000 ;

0.00000 ;

0.00000 ;

0.00000;

0.00000 ;

0.00000 ;

0.00000 ;

0.00000;

0.00000 ;

0.00000 ;

C10-

C10-

C11-

C11-

C11-

Ci12-

Ci2-

Ci2-

Ci2-

Ci2-

Cl2-

Ci2-

C12-

C13-

C13-

Ci14-

C14-

Ci4-

Ci4-

C15-

C15-

C15-

C15-

Ci6-

Cl16-

C16-

C11-

C11-

C10-

Ci2-

Ci12-

C11-

C11-

C13-

C13-

C13-

C13-

C13-

C13-

C12-

Ci2-

C13-

C13-

C13-

C13-

C13-

C13-

C13-

C13-

C9-

Co-

Co-



18
c1-
18
c1-
18
C5-
18
C5-
19
C3-
20
C4-
21
C5-
23
c7-
23
c7-
24
c7-
24
c7-
25
cs-
26
cs-
28
c11-
28
c11-
29
c11-
29
c11-
30
c12-
31
c12-

1

C2

1

Cé

1

c4

1

H4

3

H2

4

H3

5

H4

7

H7

7

H8

7

H7

7

H8

8

H9

8

H9

11
H12
11
H13
11
H12
11
H13
12
H14
12
H14

12

12

12

12

13

13

22

20

21

22

25

26

25

26

27

27

30

31

30

31

32

32

30.33400

30.33400

30.33400

30.33400

30.33400

30.33400

30.33400

0.62760

0.62760

0.62760

0.62760

0.00000

0.00000

0.62760

0.62760

0.62760

0.62760

0.00000

0.00000

[ dihedrals ] ; impropers
; treated as propers in GROMACS to use correct AMBER analytical function

;|

O b~ WNRFE -

13
14
18

j

o Ul w

11
8
15
12
1

2
6
3
4
5

10
9
14
13
6

0.00000 -30.33400

0.00000 -30.33400

0.00000 -30.33400

0.00000 -30.33400

0.00000

0.00000

0.00000

0.00000

0.00000

0.00000

0.00000

0.00000

0.00000 ;

0.00000 ;

0.00000 ;

0.00000 ;

0.00000 -30.33400 0.00000 0.00000 0.00000;

0.00000 -30.33400 0.00000 0.00000

0.00000 -30.33400 0.00000 0.00000

1.88280 0.00000

1.88280 0.00000

1.88280 0.00000

1.88280 0.00000

0.00000 0.00000

0.00000 0.00000

1.88280 0.00000

1.88280 0.00000

1.88280 0.00000

1.88280 0.00000

0.00000 0.00000

0.00000 0.00000

-2.51040

-2.51040

-2.51040

-2.51040

0.00000

0.00000

-2.51040

-2.51040

-2.51040

-2.51040

0.00000

0.00000

0.00000

0.00000

0.00000

0.00000

0.00000

0.00000

0.00000

0.00000

0.00000

0.00000

0.00000

0.00000

0.00000 ;

0.00000 ;

0.00000 ;

0.00000 ;

0.00000 ;

0.00000 ;

0.00000 ;

0.00000 ;

0.00000 ;

0.00000 ;

0.00000 ;

0.00000 ;

0.00000;

0.00000 ;

| func phase kd pn
7 1 180.00 4.60240 2; C- C2- Ci1- C6
22 1 180.00 4.60240 2; C- C4- C5- H4
19 1 180.00 4.60240 2; Cl1- C3- C2- H1
20 1 180.00 4.60240 2; C2- C4- C3- H2
21 1 180.00 4.60240 2; (C3- C5- C4- H3
17 1 180.00 4.60240 2; (8- C10- C9- Ci6
27 1 180.00 4.60240 2; C9- C7- C8 H9
16 1 180.00 4.60240 2; C12- Cl1l4- C13- C15
32 1 180.00 4.60240 2; C13- C11- Cl1l2- Hi4
2 1 180.00 4.60240 2; H- C- C5- 1

10

H2-

H3-

H5-

H5-

He6-

H6-

H7-

H8-

H10-

H10-

H11-

H11-

H12-

H13-

C2-

C3-

ca-

Cé-

Cé-

Ce-

Cé6-

C7-

C7-

C1o0-

C10-

C10-

C1o0-

C11-

C11-



PFTB.itp

[ molecule type ]

;name nrexcl

SOL 3

[ atoms ]

1 c3 1S0L C 1
2 ¢c3 1S0L C1 2
3 c3 1S0L C2 3
4 oh 1 SOL O 4
5¢3 1S0L C3 5
6 f 1SOL F 6
7 f 1 SOL F1 7
8 f 1 SOL F2 8
9 f 1 SOL F3 9
10 f 1 SOL F4 10
11 f 1 SOL F5 11
12 f 1 SOL F6 12
13 f 1 SOL F7 13
14 f 1 SOL F8 14
15 ho 1 SOL H 15

[ bonds ]

; ai ajfunct r k
1 2 1 1.5375e-01
1 3 1 1.5375e-01
1 4 1 1.4233e-01
1 5 1 1.5375e-01
2 6 1 1.3497e-01
2 7 1 1.3497e-01
2 8 1 1.3497e-01
3 9 1 1.3497e-01
3 10 1 1.3497e-01
3 11 1 1.3497e-01
4 15 1 9.7300e-02
5 12 1 1.3497e-01
5 13 1 1.3497e-01
5 14 1 1.3497e-01

[ pairs ]

; ai aj funct
2 9 1; C1-F3
2 10 1, Cl1-F4
2 11 1; C1-F5
2 12 1; Ci1-F6
2 13 1; C1-F7
2 14 1; C1-F8
2 15 1; Ci1-H
3 6 1; C2-F

-0.231634
0.561837
0.552406

-0.455242
0.626784
0.176568
-0.158578
-0.153817
-0.173911
-0.151273
-0.157313
-0.194871
-0.155073
-0.155624
0.422876

2.5179e+05 ;
2.5179e+05;
2.6501e+05 ;
2.5179e+05 ;
2.9865e+05 ;
2.9865e+05 ;
2.9865e+05 ;
2.9865e+05 ;
2.9865e+05 ;
2.9865e+05 ;
3.1079e+05 ;
2.9865e+05 ;
2.9865e+05 ;
2.9865e+05 ;

12.01000 ; gtot 0.000
12.01000 ; gtot 0.000
12.01000 ; gtot 0.000
16.00000 ; gtot 0.000
12.01000 ; gtot 0.000

19.00000 ; qtot 0.000

19.00000 ; gqtot 0.000

19.00000 ; gtot 0.000

19.00000 ; gtot 0.000
19.00000 ; qtot 0.000
19.00000 ; qtot 0.000
19.00000 ; qtot 0.000
19.00000 ; gqtot 0.000
19.00000 ; gqtot 0.000
1.00800 ; gqtot 0.000

c-c1
c-C2
Cc-0
C-C3
Cl-F
Cli-F1
Cl-F2
C2-F3
C2-F4
C2-F5
O-H
C3-F6
C3-F7
C3-F8

11



12
13
14
15

[e< RN

10
11
12
13
14

[e BN

10
11
15

Luruoummumumoununpbbd,bd,bbPAr,P,PRPP0WwWwWWwWWW

[angles ]

Q
)
Q.

CONDODOIDRWWNNNRRPRRPRRPRPRPRRERREPR
WWNNNRRPRRPRPRRLRRPRPUDUOEWWWNNN

e N =
w NN O
v w

C2-F1
C2-F2
C2-F6
C2-F7
C2-F8
C2-H
O-F
O-F1
O-F2
O-F3
O-F4
O-F5
O-F6
O-F7
O-F8
C3-F
C3-F1
C3-F2
C3-F3
C3-F4
C3-F5
C3-H

ak funct theta

6
7
8
9
10
11
15
12
13

[N
S

OO NULTUL AU B~ W

10

11
11
13
14
14

R PR R R RRR R

PR R R R R

1 1.0924e+02
1 1.0924e+02
1 1.0924e+02
1 1.0924e+02

1.0924e+02
1.0924e+02
1.0726e+02
1.0924e+02
1.0924e+02
1.0924e+02
1.1151e+02
1.1019e+02
1.1151e+02
1.1019e+02
1.1151e+02
1.1019e+02
1.0736e+02
1.0736e+02
1.0736e+02

cth

5.5312e+02;

5.5312e+02 ;
5.5312e+02;
5.5312e+02;

5.5312e+02;
5.5312e+02;
3.9664e+02 ;
5.5312e+02;
5.5312e+02;
5.5312e+02;
5.2635e+02 ;
5.6484e+02 ;
5.2635e+02 ;
5.6484e+02 ;
5.2635e+02;
5.6484e+02 ;
5.9329e+02 ;
5.9329e+02 ;
5.9329e+02 ;

1 1.0736e+02 5.9329e+02;
1 1.0736e+02 5.9329e+02;

S =

1.0736e+02
1.0736e+02
1.0736e+02
1.0736e+02

[ dihedrals ] ; propers

5.9329e+02 ;
5.9329e+02 ;
5.9329e+02 ;
5.9329e+02 ;

Ci-C
Ci-C
c2-C
C2-C
0-C
F-C1
F-C1
F1-C1
F3-C2
F3-C2
F4 - C2
F6-C3
F6-C3
F7-C3

12

-F
-F1
-F2
-F3
- F4
-F5
-H
-F6
-F7
- F8
-C2
-0
-C3
-0
-C3
-C3
-F1
-F2
-F2
-F4
-F5
-F5
-F7
-F8
-F8



; treated as RBs in GROMACS to use combine multiple AMBER torsions per quartet
i k 1 func CO C1 C2 c3 ca C5

;o
2
F3
2
C2-
2
C2-
2
H
2
C3-
2
C3-
2
C3-

C3-

C3-

C3-

F1

F2

F3

F4

F5

F6

F7

F8

F1

1 3 9

1 3 10
F4

1 3 1
F5

1 4 15

1 5 12
F6

1 5 13
F7

1 5 14
F8

1 2 6

1 2 7

1 2 8

1 4 15

1 5 12
F6

1 5 13
F7

1 5 14
F8

1 2 6

1 2 7

1 2 8

1 3 9

1 3 10

1 3 11

1 5 12

1 5 13

1 5 14

1 2 6

1 2 7

3 0.65084 1.95253 0.00000 -2.60338 0.00000 0.00000; Ci- C-
3 0.65084 1.95253 0.00000 -2.60338 0.00000 0.00000; C1-
3 0.65084 1.95253 0.00000 -2.60338 0.00000 0.00000; C1-
3 1.71544 0.96232 0.00000 -2.67776 0.00000 0.00000; Ci- C-
3 0.65084 1.95253 0.00000 -2.60338 0.00000 0.00000; C1-
3 0.65084 1.95253 0.00000 -2.60338 0.00000 0.00000; C1-

3 0.65084 1.95253 0.00000 -2.60338 0.00000 0.00000; C1-

w

0.65084 1.95253 0.00000 -2.60338 0.00000 0.00000; C2- C-

3 0.65084 1.95253 0.00000 -2.60338 0.00000 0.00000; C2- C-

w

0.65084 1.95253 0.00000 -2.60338 0.00000 0.00000; C2- C-
3 1.71544 0.96232 0.00000 -2.67776 0.00000 0.00000; C2- C-

3 0.65084 1.95253 0.00000 -2.60338 0.00000 0.00000; C2-

3 0.65084 1.95253 0.00000 -2.60338 0.00000 0.00000; C2-

3 0.65084 1.95253 0.00000 -2.60338 0.00000 0.00000; C2-
3 0.65084 1.95253 0.00000 -2.60338 0.00000 0.00000; O- C-
3 0.65084 1.95253 0.00000 -2.60338 0.00000 0.00000; O- C-
3 0.65084 1.95253 0.00000 -2.60338 0.00000 0.00000; O- C-
3 0.65084 1.95253 0.00000 -2.60338 0.00000 0.00000; O- C-
3 0.65084 1.95253 0.00000 -2.60338 0.00000 0.00000; O- C-
3 0.65084 1.95253 0.00000 -2.60338 0.00000 0.00000; O- C-
3 0.65084 1.95253 0.00000 -2.60338 0.00000 0.00000; O- C-
3 0.65084 1.95253 0.00000 -2.60338 0.00000 0.00000; O- C-
3 0.65084 1.95253 0.00000 -2.60338 0.00000 0.00000; O- C-
3 0.65084 1.95253 0.00000 -2.60338 0.00000 0.00000; C3- C-

3 0.65084 1.95253 0.00000 -2.60338 0.00000 0.00000; C3- C-

13

C1-

C1-

C1-

C1-

C1-

C1-

C2-

C2-

C2-

C3-

C3-

C3-

C1-

C1-



5 1 2 8 3 0.65084 1.95253 0.00000 -2.60338 0.00000 0.00000; C3- C-
F2

5 1 3 9 3 0.65084 1.95253 0.00000 -2.60338 0.00000 0.00000; C3- C-
F3

5 1 3 10 3 0.65084 1.95253 0.00000 -2.60338 0.00000 0.00000; C3-
C2- F4

5 1 3 11 3 065084 1.95253 0.00000 -2.60338 0.00000 0.00000; C3-
C2- F5

5 1 4 15 3 1.71544 0.96232 0.00000 -2.67776 0.00000 0.00000; C3- C-
H

14



Py.itp

[ molecule type ]

-0.005220 12.01000; gtot 0.000

-0.097410 12.01000; gqtot 0.000
0.012648 12.01000 ; qtot 0.000
-0.095690 12.01000 ; gtot 0.000
-0.006692 12.01000 ; gtot 0.000
0.173897 14.01000 ; gqtot 0.000
0.224185 1.00800 ; gtot 0.000

KAT H1 8 0.197455 1.00800 ; qtot 0.000
KAT H2 9 0.175383 1.00800 ; qtot 0.000
1 KAT H3 10 0.196707 1.00800 ; gtot 0.000
1 KAT H4 11 0.224737 1.00800 ; qtot 0.000

3.8585e+05; C-C1
4.0836e+05; C-N

2.8577e+05; C-H

3.8585e+05; C1-C2
2.8937e+05; Cl1-H1
3.8585e+05; (C2-C3
2.8937e+05; C2-H2
3.8585e+05; C3-C4

1 1.0860e-01 2.8937e+05; C3-H3
1 1.3390e-01 4.0836e+05; C4-N
1 1.0890e-01 2.8577e+05; C4-H4

;hame nrexcl

KAT 3

[ atoms ]
1 ca 1 KAT C 1
2 ca 1 KAT C1 2
3 ca 1 KAT C2 3
4 ca 1 KAT C3 4
5 ca 1 KAT C4 5
6 nb 1 KAT N 6
7 h4 1 KAT H 7
8 ha 1
9 ha 1
10 ha
11 h4

[ bonds ]

; ai ajfunct r k
1 2 1 1.3984e-01
1 6 1 1.3390e-01
1 7 1 1.0890e-01
2 3 1 1.3984e-01
2 8 1 1.0860e-01
3 4 1 1.3984e-01
3 9 1 1.0860e-01
4 5 1 1.3984e-01
4 10
5 6
5 11

[ pairs ]

; ai aj funct
1 4 1; C-C3
1 9 1; C-H2
1 11 1; C-H4
2 5 1; C1-c4
2 10 1; Cl-H3
3 6 1; C2-N
3 11 1, C2-H4
4 8 1; C3-H1
5 9 1; C4-H2
6 8 1; N-H1
6 10 1; N-H3
7 3 1; H-C2
7 5 1; H-C4
7 8 1; H-H1
8 9 1; H1-H2
9 10 1; H2-H3
10 11 1; H3-H4

15



[angles ]

DOV EAEDDWWWNNNNERR PR

Q
[l

UFER, PO UWDREPENWWERONNDN

ak funct theta

Ul oo W N O U1 OO W

[ERN
o

(o]

6

11
10

7

11

[

R R R R R R R R

1 1.1988e+02 4.0334e+02;

1.2002e+02
1.1988e+02
1.1722e+02
1.2294e+02
1.2034e+02
1.2002e+02
1.1988e+02
1.1988e+02
1.2002e+02

cth

5.5731e+02;
4.0334e+02;
5.7153e+02;
5.7572e+02 ;
4.0250e+02 ;
5.5731e+02 ;
4.0334e+02 ;
4.0334e+02 ;
5.5731e+02 ;

1 1.1988e+02 4.0334e+02;
1 1.2294e+02 5.7572e+02;

1 1.2034e+02 4.0250e+02;
1 1.1988e+02 4.0334e+02;

1 1.1603e+02 4.3430e+02;

1 1.1603e+02 4.3430e+02;

[ dihedrals ] ; propers
; treated as RBs in GROMACS to use combine multiple AMBER torsions per quartet

;o
1
C2-
1
C2-
1
C4-

ca-

j
2
c3
2
H2
6
c3

k

3

c-c1
c-c1
C-N
Ci1-C
Ci1-C
Cl-C2
Cl-cC2
c2-c1
C2-C3

C2-C3

C3-C2
C3-C4

c3-c4
C4-C3

N-C

N -C4

| func CO Cc1
4 3 30.33400
9 3 30.33400
4 3 40.16640
11 3 40.16640
5 3 40.16640
5 3 30.33400
10 3 30.33400
6 3 30.33400
11 3 30.33400
8 3 30.33400
9 3 30.33400
3 3 30.33400
8 3 30.33400
10 3 30.33400
3 3 30.33400

Cc2
0.00000

0.00000

0.00000

0.00000

0.00000

0.00000

0.00000

0.00000

0.00000

0.00000

0.00000

0.00000

0.00000

0.00000

0.00000

C3 Cca

-C2
-H1
-c4
-N
- H
-C3
-H2
-H1
-C4
-H3
-H2
-N
- H4
-H3
-H
- H4

c5

-30.33400 0.00000 0.00000 0.00000;

-30.33400

-40.16640

-40.16640

-40.16640

-30.33400

-30.33400

-30.33400

-30.33400

-30.33400

-30.33400

-30.33400

-30.33400

-30.33400

-30.33400

16

0.00000

0.00000

0.00000 0.00000

0.00000

0.00000

0.00000

0.00000

0.00000

0.00000

0.00000

0.00000

0.00000

0.00000

0.00000

0.00000

0.00000

0.00000

0.00000

0.00000

0.00000

0.00000

0.00000

0.00000

0.00000

0.00000

0.00000

0.00000

0.00000 ;

0.00000 ;

0.00000 ;

0.00000 ;

0.00000 ;

0.00000 ;

0.00000 ;

0.00000 ;

0.00000;

0.00000 ;

0.00000 ;

0.00000 ;

0.00000 ;

0.00000;

C1-

C1-

C1-

C2-

C2-

C3-

c4-

C1-

C1-

C2-

C2-

C3-



7 1 2 8 3 30.33400 0.00000 -30.33400 0.00000 0.00000 0.00000; H-
C1- H1

7 1 6 5 3 40.16640 0.00000 -40.16640 0.00000 0.00000 0.00000; H- C-
C4

8 2 3 9 3 30.33400 0.00000 -30.33400 0.00000 0.00000 0.00000; H1-
C2- H2

9 3 4 10 3 30.33400 0.00000 -30.33400 0.00000 0.00000 0.00000; H2-
C3- H3

10 4 5 11 3 30.33400 0.00000 -30.33400 0.00000 0.00000 0.00000; H3-
C4- H4

[ dihedrals ] ; impropers
; treated as propers in GROMACS to use correct AMBER analytical function
; i j 'k 1 func phase kd pn

1 3 2 8 1 180.00 4.60240 2; C- C2- C1- H1
2 4 3 9 1 180.00 4.60240 2; Ci1- C3- C2- H2
3 5 4 10 1 180.00 4.60240 2; C2- C4- C3- H3
4 11 5 6 1 180.00 4.60240 2; C3- H4- C4- N
6 1 7 2 1 180.00 4.60240 2; N- C- H- C
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C-

N-

C1-

C2-

C3-



PYH.itp

[ moleculetype ]

0.025607 12.01000 ; gqtot 0.000

-0.108771
0.052674
-0.105709
0.021791
-0.080585
0.178498
0.178860
0.156149
0.177700
0.180099
0.323687

3.8585e+05 ;
3.5187e+05 ;
2.8577e+05 ;
3.8585e+05 ;
2.8937e+05 ;
3.8585e+05 ;
2.8937e+05 ;
3.8585e+05 ;

12.01000 ; gtot 0.000
12.01000 ; gtot 0.000
12.01000 ; qtot 0.000
12.01000 ; qtot 0.000
14.01000 ; qtot 0.000
1.00800 ; gtot 0.000
1.00800 ; qtot 0.000
1.00800 ; gqtot 0.000
1.00800 ; gqtot 0.000
1.00800 ; qtot 0.000
1.00800 ; gtot 0.000

c-c1
C-N
C-H
Cl-C2
Cl-H1
C2-C3
C2 -H2
C3-C4

1 1.0860e-01 2.8937e+05; C3-H3
1 1.3840e-01 3.5187e+05;
1 1.0890e-01 2.8577e+05; C4-H4
1 1.0100e-01 3.4175e+05; N-H5

;name nrexcl

KIH 3

[ atoms ]
1 ca 1KH C 1
2 ca 1 KIH C1 2
3 ca 1KH C2 3
4 ca 1 KIH C3 4
5ca 1 KIH C4 5
6 na 1 KH N 6
7 h4 1 KIH H 7
8 ha 1 KIH H1 8
9 ha 1 KIH H2 9
10 ha 1 KIH H3 10
11 h4 1 KIH H4 11
12 hn 1 KIH H5 12

[ bonds ]

; ai ajfunct r k
1 2 1 1.3984e-01
1 6 1 1.3840e-01
1 7 1 1.0890e-01
2 3 1 1.3984e-01
2 8 1 1.0860e-01
3 4 1 1.3984e-01
3 9 1 1.0860e-01
4 5 1 1.3984e-01
4 10
5 6
5 11
6 12

[ pairs ]

; ai aj funct
1 1; C-C3
1 9 1; C-H2
1 11 1; C-H4
2 5 1, Ci1-cC4
2 10 1; Cl-H3
2 12 1; C1-H5
3 6 1; C2-N
3 11 1; C2-H4
4 8 1; C(C3-H1
4 12 1; C3-H5
5 9 1; C(C4-H2
6 8 1; N-H1
6 10 1; N-H3
7 3 1; H-C2
7 5 1; H-C4
7 8 1; H-H1
7 12 1; H-HS5

C4-N
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8 9 1; H1-H2

9 10 1; H2-H3
10 11 1; H3-H4
11 12 1; H4-H5

[angles ]
; ai aj ak funct theta cth
1 3 1 1.2002e+02 5.5731e+02; C-C1 -C2
8 1 1.1988e+02 4.0334e+02; C-Cl1 -H1
5 1 1.2005e+02 5.4643e+02; C-N -C4
12 1 1.2554e+02 3.8995e+02; C-N -H5
1.1834e+02 5.7823e+02; Cl1-C -N
1.2034e+02 4.0250e+02; C1-C -H

1.2002e+02 5.5731e+02; Cl1-C2 -C3
1.1988e+02 4.0334e+02; Cl1-C2 -H2
1.1988e+02 4.0334e+02; C2-C1 -H1
1.2002e+02 5.5731e+02; C2-C3 -C4
10 1 1.1988e+02 4.0334e+02; C2-C3 -H3
9 1 1.1988e+02 4.0334e+02; C3-C2 -H2
6 1 1.1834e+02 5.7823e+02; C3-C4 -N
11 1 1.2034e+02 4.0250e+02; C3-C4 -H4
10 1 1.1988e+02 4.0334e+02; C4-C3 -H3
12 1 1.2554e+02 3.8995e+02; C4-N -H5
7 1 1.1632e+02 4.2258e+02; N-C -H

11 1 1.1632e+02 4.2258e+02; N-C4 -H4

Y e

OOV U EAEDNDWWWNNNNERRPR
UR RNV UV WDRNANWWERROOOONN

[ dihedrals ] ; propers
; treated as RBs in GROMACS to use combine multiple AMBER torsions per quartet
; i) k1 func CO C1 c2 C3 ca C5

1 2 3 4 3 30.33400 0.00000 -30.33400 0.00000 0.00000 0.00000; C-
C2- C3

1 2 3 9 3 30.33400 0.00000 -30.33400 0.00000 0.00000 0.00000; C-
C2- H2

1 6 5 4 3 251040 0.00000 -2.51040 0.00000 0.00000 0.00000; C- N-
c3

1 6 5 11 3 2.51040 0.00000 -2.51040 0.00000 0.00000 0.00000; C- N-
H4

2 1 6 5 3 251040 0.00000 -2.51040 0.00000 0.00000 0.00000; C1- C-
ca

2 1 6 12 3 2.51040 0.00000 -2.51040 0.00000 0.00000 0.00000; C1- C-
H5

2 3 4 5 3 30.33400 0.00000 -30.33400 0.00000 0.00000 0.00000; cC1-
C3- C4

2 3 4 10 3 30.33400 0.00000 -30.33400 0.00000 0.00000 0.00000; C1-
C3- H3

3 4 5 6 3 30.33400 0.00000 -30.33400 0.00000 0.00000 0.00000; C2-
C4- N

3 4 5 11 3 30.33400 0.00000 -30.33400 0.00000 0.00000 0.00000; C2-
C4- H4

4 3 2 8 3 30.33400 0.00000 -30.33400 0.00000 0.00000 0.00000; C3-
Cl1- H1

4 5 6 12 3 251040 0.00000 -2.51040 0.00000 0.00000 0.00000; C3-
N- HS5
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5 4 3 9 3 30.33400 0.00000 -30.33400 0.00000 0.00000 0.00000;

C2- H2

6 1 2 3 3 30.33400 0.00000 -30.33400
C1- C2

6 1 2 8 3 30.33400 0.00000 -30.33400
C1- H1

6 5 4 10 3 30.33400 0.00000 -30.33400
C3- H3

7 1 2 3 3 30.33400 0.00000 -30.33400
C1- C2

7 1 2 8 3 30.33400 0.00000 -30.33400
C1- H1

0.00000 0.00000

0.00000 0.00000

0.00000 0.00000

0.00000 0.00000

0.00000 0.00000

0.00000

0.00000

0.00000

0.00000

0.00000

7 1 6 5 3 251040 0.00000 -2.51040 0.00000 0.00000 0.00000;

Cc4

7 1 6 12 3 251040 0.00000 -2.51040 0.00000 0.00000 0.00000;

H5

8 2 3 9 3 30.33400 0.00000 -30.33400
C2- H2

9 3 4 10 3 30.33400 0.00000 -30.33400
C3- H3

10 4 5 11 3 30.33400 0.00000 -30.33400
C4- H4

11 5 6 12 3 251040 0.00000 -2.51040
N- H5

[ dihedrals ] ; impropers

0.00000 0.00000

0.00000 0.00000

0.00000 0.00000

0.00000 0.00000

; treated as propers in GROMACS to use correct AMBER analytical function

; i j 'k | func phase kd pn

1 3 2 8 1 180.00 4.60240 2; C- C2-
1 5 6 12 1 180.00 4.60240 2; C- C(C4-
2 4 3 9 1 180.00 4.60240 2; Ci- C3-
3 5 4 10 1 180.00 4.60240 2; C2- C4-
4 11 5 6 1 180.00 4.60240 2; C3- H4-
6 1 7 2 1 180.00 4.60240 2; N- C-
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Cl1- H1
N- H5
C2- H2
C3- H3
C4- N
H- C1

0.00000 ;

0.00000 ;

0.00000 ;

0.00000;

’

’

’

’

7

H-

H-

c4-

N-

N-

N-

H-

H1-

H2-

H3-

H4-

C3-

C-

C-

Ca-

C-

C1-

C2-

C3-

Ca-



