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Reactive MD-force field: Protein force field Dec 8 2015 + Pitman

Na/Ca/Mg/C/0O/H
39 ! Number of general parameters
50.0000 !Overcoordination parameter

0
9.5469 !Overcoordination parameter
1.6725 !Valency angle conjugation parameter
1.7224 !Triple bond stabilisation parameter
6.8702 !Triple bond stabilisation parameter
0.4850 !C2-correction
1.0588 !Undercoordination parameter
4.6000 !Triple bond stabilisation parameter
12.1176 !Undercoordination parameter
13.3056 !Undercoordination parameter
-20.0000 !Triple bond stabilization energy
0.0000 !Lower Taper-radius
10.0000 !Upper Taper-radius

6

2.8793 !Not used
33.8667 !Valency undercoordination

6.0891 !Valency angle/lone pair parameter
1.0563 !Valency angle

2.0384 !'Valency angle parameter

6.1431 !Not used

6.9290 !Double bond/angle parameter

0.3989 !Double bond/angle parameter: overcoord
3.9954 !Double bond/angle parameter: overcoord
-2.4837 !Not used

5.7796 !Torsion/BO parameter

10.0000 !Torsion overcoordination

1.9487 !Torsion overcoordination

-1.2327 !Conjugation 0 (not used)

2.1645 !'Conjugation

1.5591 !vdWaals shielding

0.1000 !Cutoff for bond order (*100)



(not used)
(not used)
.7903 !'Valency angle conjugation parameter
cov.r; valency;a.m;Rvdw; Evdw; gammaEEM; cov.r2; #

.7602 !'Valency angle conjugation parameter

alfa;gammavdW;valency;Eunder;Eover;chiEEM;etaEEM;n.u.
cov r3;Elp;Heat inc.;n.u.;n.u.;n.u.;n.u.
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.0000
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.0000
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1
0.6991 !Overcoordination parameter
50.0000 !Overcoordination parameter
1.8512 !Valency/lone pair parameter
0.5000 !Not used
20.0000 !Not used
5.0000 !'Molecular energy
0.0000 !'Molecular energy
0
7 ! Nr of atoms;
ov/un;vall;n.u.;val3,vvald
C 1.3704 4.0000 12.0000
4.0000
9.8017 2.1260 4.0000
0.0000
1.2022 0.0000 197.2908
0.0000
-2.8983 2.3275 1.0564
0.0000
H 0.8930 1.0000 1.0080
1.0000
8.2230 33.2894 1.0000
1.0000
-0.1000 0.0000 55.1878
0.0000
-19.4571 4.2733 1.0338
0.0000
@) 1.2450 2.0000 15.9990
6.0000
9.7300 13.8449 4.0000
2.0000
0.9049 0.4056 68.0152
0.0000
-3.5500 2.9000 1.0493
0.0000
Na 1.7878 1.0000 22.9898
1.0000
9.0003 2.5000 1.0000
0.0000
-1.0000 0.0000 23.0445
0.0000
-4.1479 3.9900 1.0338
0.0010
Ca 1.9927 2.0000 40.0870
2.0000
10.6123 27.5993 3.0000
0.0000
-1.3000 0.0000 220.0000
0.0000
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13.0000
Mg 1
2.0000

11
0.0000

0.0000
1 2
0.5738

0.0000
2 2
0.7300

0.0000
1 3
0.4110

0.0000
3 3
0.6051

0.0000
2 3
0.5626
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.8330
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.9223
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! Nr o

145.1104

0.5276

166.2175

5.3662

153.2532

6.2500

157.5526

0.9469

142.2858

0.3451

160.0000

1.1150

0.0000

0.3296

26.7569

0.5785
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f
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.0000 2

.4030

.0000 12

.3663
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.0000 -

7466
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Edisl;LPpen;n.u.;pbel;pbo5;13corr;pbob
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57.5621 -0.6831
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61.2014 -0.5755

7.9115 1.0000

50.8293 0.2506

9.0000 1.0000

0.0000 -0.5725

0.0000 0.0000

0.0000 0.4438

9.1227 1.0000

0.0000 1.0000

25.0000 1.0000

-0.4472

-0.0798

0.0000

-0.0572

0.0000

-0.0790

-0.3947

-0.1708

-0.1000

-0.1225

0.0000

-0.0920

-0.2034

-0.1805

-0.3000

-0.2601

1.0000

6.7209

1.0000

6.9913

1.0000

6.0552

1.0000

4.9995

1.0000

5.5000

1.0000

4.2790

1.0000

5.6864

1.0000

6.6137

34.9350

1.0000

6.0000

0.0000

6.0000

0.0000

18.6775

0.0000

29.7503

1.0000

6.0000

0.0000

40.3399

1.0000

36.0000

1.0000



3 4
0.0656
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4 4
0.1919
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0.0000
2 5
0.0230
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1

2

0.0100 1.6000 13.2979 -1.0000 -1.0000 -1.
0.1394 1.7472 11.8770 1.9188 -1.0000 -1.
0.0100 1.4271 10.8031 -1.0000 -1.0000 -1.
0.4000 1.7604 14.0000 -1.0000 =-1.0000 -1.
0.0100 1.6000 13.2979 1.8670 -1.0000 -1.
0.0566 1.7000 11.6385 1.5120 -1.0000 -1.
Nr of angles;atl;at2;at3;Thetao,o;ka;kb;pvl;pv2
67.2380 40.0000 0.9471 0.0000 0.6938
66.1046 14.4379 6.0443 0.0000 0.9851
68.2534 24.9110 3.7590 0.0000 1.5457
0.0000 0.0000 6.0000 0.0000 0.0000
0.0000 3.4110 7.7350 0.0000 0.0000
0.0000 27.9213 5.8635 0.0000 0.0000
59.2685 25.8472 1.7572 0.0000 4.4967
75.1448 11.4232 5.2677 -14.2010 1.1419
59.2133 26.6398 1.1864 0.0000 0.1245
57.8946 31.9211 0.7959 0.0000 2.4921
83.1701 45.0000 1.5698 0.0000 1.1034
87.3324 15.8235 2.7528 0.0000 2.9390
90.0000 7.3724 5.3059 0.0000 1.2146
75.6935 50.0000 2.0000 0.0000 1.0000
85.8000 9.8453 2.2720 0.0000 2.8635
0.0000 19.9767 1.1358 0.0000 0.6225
0.0000 10.7350 5.0000 0.0000 0.0000
0.0000 8.5744 3.0000 0.0000 0.0000
100.0000 45.9627 3.0941 0.0000 3.2848
87.9313 7.1387 3.0639 0.0000 1.5000
84.9984 6.4965 1.5553 0.0000 1.0368
70.0000 25.0000 1.0000 0.0000 1.0000

0000

0000

0000

0000

0000

0000

14.9916

0.0000

0.0000

0.0000

0.0000

0.0000

58.6562

0.0000

0.0000

0.0000

68.1072

0.0000

0.0000

0.0000

0.0000

0.0000

0.0000

0.0000

0.0000

0.0000

0.0000

0.0000



1 3
1.1707
3 5
1.5658
5 3
2.2776
2 3
1.0000
3 3
1.2276
4 3
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