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Reactive MD-force field with Ca and Mg charges fixed to 2 and 1.28
respectively -2021
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! Number of general parameters

'0vercoordination parameter
'0vercoordination parameter

IValency angle conjugation parameter
7224 !Triple bond stabilisation parameter
ITriple bond stabilisation parameter

'C2-correction
'Undercoordination parameter

6000 'Triple bond stabilisation parameter

.1176

3056

!Undercoordination parameter
'Undercoordination parameter

1978 !Triple bond stabilization energy

! Nr of atoms; cov.r; valency;a.m;Rvdw;Evdw;gammaEEM; cov.r2;#

1.3817

9.7559

0000 'Lower Taper-radius

0000 !'Upper Taper-radius

.8793 !Not used

.8667 !Valency undercoordination

.0891 !Valency angle/lone pair parameter
.0563 !Valency angle

.0384 !Valency angle parameter

.1431 !Not used

.9290 !Double bond/angle parameter

.3989 !Double bond/angle parameter: overcoord
.9954 !Double bond/angle parameter: overcoord
.4837 !Not used

. 7796 !Torsion/BO parameter

.0000 !Torsion overcoordination

.9487 !Torsion overcoordination

.2327 !'Conjugation @ (not used)

.1645 !Conjugation

.5591 !vdWaals shielding

.1000 !'Cutoff for bond order (x100)

.1365 !Valency angle conjugation parameter
.6991 !Overcoordination parameter

.0000 !'Overcoordination parameter

.8512 !Valency/lone pair parameter

.5000 !'Not used

.0000 'Not used

.0000 'Molecular energy (not used)

.0000 'Molecular energy (not used)

.6962 !Valency angle conjugation parameter

alfaj;gammavdW;valency;Eunder;Eover;chiEEM;etaEEM;n.u.
cov r3;Elp;Heat inc.;n.u.;n.u.;n.u.;n.u.

ov/un;vall;n.u.;val3,vvald
4.0000 12.0000 1.8903

2.1346 4.0000 34.9350

0.1838

79.5548

0.9000

5.9666

1.1341

7.0000
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0.0000 36.0000

0.0000

0.0000 26.0000

0.0000

0.0000 16.0000

0.0000

0.0000 0.0000 -0.8524 -0.3000
0.4016 -0.3500 25.0000 1.0000 -0.1750 5.2102
0.0000 0.0000 0.0000 1.0000 0.3000
0.5000 0.0000 12.0000 1.0000 -0.2000 10.0000
34.0777 0.0000 0.0000 0.4832 -0.3000
6.4631 -0.4197 14.3085 1.0000 -0.1463 6.1608
! Nr of off-diagonal terms; Ediss;Roj;gamma;rsigma;rpi;rpi2
0.1239 1.4004 9.8467 1.1210 -1.0000 -1.0000
0.0283 1.2885 10.9190 0.9215 -1.0000 -1.0000
0.1156 1.8520 9.8317 1.2854 1.1352 1.0706
0.1358 1.8293 10.0425 1.6096 -1.0000 -1.0000
0.0640 1.6974 11.5167 1.3517 -1.0000 -1.0000
0.0846 1.4284 10.0808 1.8339 -1.0000 -1.0000
0.0568 1.6740 9.6297 1.2200 -1.0000 -1.0000
0.1927 2.2551 11.2308 -1.0000 -1.0000 -1.0000
0.1500 2.1500 11.0000 -1.0000 -1.0000 -1.0000
0.2000 1.9000 12.0000 -1.0000 -1.0000 -1.0000
0.2000 1.5207 12.9535 1.2125 -1.0000 -1.0000
0.2000 1.9048 10.8374 1.7163 1.2444 -1.0000
0.2000 1.9000 12.0000 -1.0000 -1.0000 -1.0000
0.0564 1.4937 12.0744 1.7276 -1.0000 -1.0000
0.1651 1.8998 11.2212 1.5416 -1.0000 -1.0000
0.0216 1.5025 11.8792 -1.0000 -1.0000 -1.0000
Nr of angles;atl;at2;at3;Thetao,o0;ka;kb;pvl;pv2
1 59.0573 30.7029 0.7606 0.0000 0.7180 6.2933
2 65.7758 14.5234 6.2481 0.0000 0.5665 0.0000
2 70.2607 25.2202 3.7312 0.0000 0.0050 0.0000
2 0.0000 0.0000 6.0000 0.0000 0.0000 0.0000
1 0.0000 3.4110 7.7350 0.0000 0.0000 0.0000
2 0.0000 27.9213 5.8635 0.0000 0.0000 0.0000
3 49.6811 7.1713 4,3889 0.0000 0.7171 10.2661
3 77.7473 40.1718 2.9802 -25.3063 1.6170 -46.1315
3 65.0000 13.8815 5.0583 0.0000 0.4985 0.0000
1 73.5312 44.7275 0.7354 0.0000 3.0000 0.0000
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2 7 7 78.2279 37.6504 0.4809 0.0000 1.0000 ©0.0000

2.9475

6 3 7 16.5023 0.0100 2.7027 0.0000 1.0000 0.0000
1.0000

3 6 7 88.2703 0.3954 0.2500 0.0000 0.5000 0.0000
2.1060

3 7 6 83.8306 0.3712 0.2500 0.0000 0.5000 0.0000
2.1153

32 ! Nr of torsionsj;atl;at2;at3;at4;;V1;V2;V3;V2(B0);vconj;n.u;n

1 1 1 1 -0.2500 34.7453 0.0288 -6.3507 -1.6000 0.0000
0.0000

1 1 1 2 -0.2500 29.2131 0.2945 -4.9581 -2.1802 0.0000
0.0000

2 1 1 2 -0.2500 31.2081 ©0.4539 -4.8923 -2.2677 0.0000
0.0000

1 1 1 3 -0.3495 22.2142 -0.2959 -2.5000 -1.9066 0.0000
0.0000

2 1 1 3 0.0646 24.3195 0.6259 -3.9603 -1.0000 0.0000
0.0000

3 1 1 3 -0.5456 5.5756 0.8433 -5.1924 -1.0180 0.0000
0.0000

1 1 3 1 1.7555 27.9267 0.0072 -2.6533 -1.0000 0.0000
0.0000

1 1 3 2 -1.4358 36.7830 -1.0000 -8.1821 -1.0000 ©0.0000
0.0000

2 1 3 1 -1.3959 34.5053 0.7200 -2.5714 -2.1641 0.0000
0.0000

2 1 3 2 -2.5000 70.0597 1.0000 -3.5539 -2.9929 0.0000
0.0000

1 1 3 3 0.6852 11.2819 -0.4784 -2.5000 -2.1085 0.0000
0.0000
2 1 3 3 0.1933 80.0000 1.0000 -4.0590 -3.0000 ©0.0000

0.0000

31 3 1 -1.9889 76.4820 -0.1796 -3.8301 -3.0000 0.0000
0.0000

31 3 2 0.2160 72.7707 -0.7087 -4.2100 -3.0000 0.0000
0.0000

3 1 3 3 -2.5000 71.0772 0.2542 -3.1631 -3.0000 0.0000
0.0000

1 3 3 1 2.5000 -0.6002 1.0000 -3.4297 -2.8858 0.0000
0.0000

1 3 3 2 -2.5000 -3.3822 0.7004 -5.4467 -2.9586 0.0000
0.0000

2 3 3 2 2.5000 -4.0000 0.9000 -2.5000 -1.0000 ©0.0000
0.0000

1 3 3 3 1.2329 -4.0000 1.0000 -2.5000 -1.7479 0.0000
0.0000

2 3 3 3 0.8302 -4.0000 -0.7763 -2.5000 -1.0000 ©0.0000
0.0000

3 3 3 3 -2.5000 -4.0000 1.0000 -2.5000 -1.0000 0.0000
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