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Table S1. Vibrational frequencies® (cm™) from OPBE/TZP and IntraFF force field parameters

Freq. IntraFF OPBE/TZP diff. IntraFF OPBE/TZP diff.
singlet quintet
7 86.5 57.3 29.1 78.6 37.2 41.4
8 111.3 64.1 47.2 107.8 54.0 53.9
9 111.3 64.1 47.2 107.8 54.0 53.9
10 131.5 76.5 54.9 128.6 55.6 73.0
11 131.5 76.5 54.9 128.6 55.6 73.0
12 137.9 78.7 59.2 133.6 58.4 75.1
13 137.9 78.7 59.2 133.6 58.4 75.1
14 171.4 121.5 50.0 164.0 75.4 88.6
15 179.1 144.1 35.1 177.1 91.2 85.9
16 197.2 158.0 39.2 194.7 104.7 89.9
17 198.6 163.7 34.9 194.7 104.7 89.9
18 198.6 176.9 21.7 195.7 110.7 85.0
19 202.0 176.9 25.1 198.4 133.2 65.2
20 202.0 182.5 19.5 198.4 133.2 65.2
21 236.5 182.5 54.0 224.7 133.4 91.3
22 236.5 203.4 33.1 224.7 133.4 91.3
23 270.5 203.4 67.1 257.2 155.4 101.8
24 283.1 211.1 72.0 275.5 162.0 113.5
25 295.9 242.0 53.9 282.3 168.0 114.3
26 307.1 256.0 51.1 301.1 191.1 110.0
27 310.6 317.0 -6.3 307.7 191.1 116.5
28 318.6 317.0 1.7 316.1 197.1 119.0
29 318.7 328.9 -10.2 316.1 242.1 74.0
30 326.5 328.9 -2.4 323.7 276.0 47.7
31 326.5 334.2 -7.8 323.7 276.0 47.7
32 386.9 340.7 46.2 376.1 280.6 95.5
33 425.9 340.7 85.2 399.9 280.6 119.3
34 426.0 347.3 78.7 399.9 321.2 78.8
35 478.5 347.3 131.2 473.9 321.2 152.7
36 487.6 354.9 132.7 479.3 325.7 153.6
37 487.6 411.0 76.5 479.3 325.8 153.5
38 487.8 411.0 76.8 482.7 325.8 156.9
39 488.0 430.9 57.1 482.8 327.9 154.8
40 506.3 613.3 -107.0 501.8 617.1 -115.3
41 506.3 617.2 -110.9 501.9 620.1 -118.3
42 515.4 619.4 -104.0 505.0 620.9 -115.9
43 525.4 619.4 -94.0 506.0 620.9 -114.9
44 545.9 622.4 -76.5 532.8 628.9 -96.1
45 545.9 622.4 -76.4 532.9 628.9 -96.0
46 637.6 655.3 -17.7 648.1 663.6 -15.5
47 637.7 668.3 -30.6 648.4 664.9 -16.5
48 643.0 669.6 -26.6 664.0 674.9 -10.9
49 643.0 669.6 -26.6 664.2 674.9 -10.7
50 661.1 679.3 -18.2 685.5 679.1 6.4
51 670.7 679.3 -8.6 695.1 679.1 16.0
52 692.4 721.1 -28.7 700.1 731.1 -31.0
53 701.5 721.1 -19.6 700.3 731.1 -30.8
54 701.6 722.9 -21.3 714.4 733.1 -18.7
55 718.6 722.9 -4.4 715.2 733.1 -17.9
56 728.3 728.8 -0.6 720.7 742.0 -21.2
57 742.8 732.9 9.9 720.9 745.1 -24.2
58 742.8 733.9 8.8 726.0 746.6 -20.6
59 748.3 733.9 14.4 732.0 746.6 -14.6
60 752.2 736.5 15.7 764.4 748.3 16.0
61 752.3 736.5 15.8 764.4 748.3 16.0
62 754.3 800.2 -45.8 770.3 783.4 -13.1
63 754.4 801.1 -46.7 770.3 785.4 -15.1
64 782.9 807.8 -24.9 803.9 827.4 -23.5
65 782.9 811.6 -28.7 804.0 830.0 -26.0
66 787.6 811.6 -24.0 804.1 830.6 -26.5
67 787.6 811.8 -24.2 804.6 830.6 -25.9
Freq. IntraFF OPBE/TZP diff. IntraFF OPBE/TZP diff.
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singlet quintet
68 800.4 811.9 -11.6 804.8 831.8 -27.0
69 814.6 811.9 2.7 816.9 831.8 -15.0
70 848.3 857.4 -9.1 836.2 869.6 -33.4
71 848.3 858.5 -10.2 836.2 871.0 -34.8
72 850.8 858.7 -7.9 841.7 871.0 -29.3
73 850.8 858.7 -7.9 841.7 873.1 -31.3
74 854.6 858.9 -4.3 870.4 873.5 -3.1
75 859.0 858.9 0.1 875.8 873.5 2.3
76 884.8 912.5 -27.7 895.6 910.9 -15.3
77 884.9 912.5 -27.6 898.5 910.9 -12.4
78 888.8 912.7 -24.0 898.6 911.8 -13.2
79 888.8 912.7 -23.9 901.7 911.8 -10.1
80 896.4 919.0 -22.6 905.2 915.8 -10.6
81 899.6 919.3 -19.8 905.2 916.6 -11.4
82 903.4 977.5 -74.2 926.8 976.6 -49.7
83 920.4 977.5 -57.1 932.6 977.7 -45.2
84 920.5 978.8 -58.3 932.8 979.6 -46.8
85 933.6 978.8 -45.1 936.4 979.6 -43.2
86 951.1 980.3 -29.2 937.4 980.3 -42.9
87 951.1 986.7 -35.5 937.6 980.3 -42.7
88 992.5 1042.5 -50.0 985.5 1052.8 -67.3
89 992.5 1042.5 -50.0 985.7 1052.8 -67.2
90 994.2 1042.5 -48.3 997.7 1055.7 -58.0
91 994.6 1042.5 -47.9 997.7 1055.7 -58.0
92 1000.6 1063.8 -63.2 1003.3 1065.1 -61.8
93 1000.6 1065.4 -64.8 1003.3 1066.8 -63.5
94 1010.1 1065.4 -55.3 1010.2 1071.3 -61.1
95 1017.2 1067.4 -50.2 1014.9 1071.3 -56.4
96 1017.8 1067.4 -49.6 1017.8 1072.1 -54.3
97 1017.8 1071.2 -53.4 1017.8 1072.1 -54.3
98 1021.1 1093.3 -72.2 1021.6 1092.2 -70.6
99 1021.1 1101.0 -79.8 1021.6 1094.2 -72.6
100 1092.8 1124.5 -31.7 1090.8 1128.7 -37.9
101 1092.8 1124.5 -31.7 1090.8 1128.7 -37.9
102 1093.6 1125.3 -31.8 1092.3 1128.9 -36.6
103 1093.6 1125.3 -31.8 1092.3 1128.9 -36.6
104 1130.6 1189.7 -59.1 1127.7 1187.0 -59.3
105 1134.8 1189.7 -54.9 1131.2 1187.0 -55.8
106 1175.2 1193.3 -18.1 1173.9 1189.3 -15.5
107 1175.2 1193.3 -18.1 1173.9 1189.3 -15.5
108 1185.5 1197.6 -12.1 1181.4 1194.4 -13.0
109 1185.5 1198.1 -12.5 1181.4 1195.5 -14.1
110 1242.3 1237.3 5.0 1238.3 1243.3 -5.0
111 1243.5 1237.3 6.2 1238.5 1245.4 -7.0
112 1280.5 1237.8 42.8 1288.7 1245.5 43.3
113 1280.5 1237.8 42.8 1288.7 1246.4 42.4
114 1286.8 1242.6 44.2 1294.0 1246.7 47.3
115 1286.8 1246.6 40.2 1294.0 1246.7 47.3
116 1330.7 1333.3 -2.6 1328.1 1332.1 -4.0
117 1330.7 1333.3 -2.6 1328.1 1332.6 -4.5
118 1332.1 1338.2 -6.1 1329.8 1332.6 -2.8
119 1332.1 1338.2 -6.1 1329.8 1333.0 -3.2
120 1382.2 1338.2 43.9 1377.7 1333.9 43.9
121 1382.4 1338.8 43.6 1378.8 1333.9 44.9
122 1439.8 1433.4 6.4 1429.2 1419.0 10.2
123 1439.8 1433.4 6.4 1429.2 1419.0 10.2
124 1441.7 1435.9 5.8 1430.7 1419.4 11.3
125 1441.7 1435.9 5.8 1430.7 1419.4 11.3
126 1447.2 1444.6 2.6 1443.9 1439.5 4.5
127 1450.3 1444.6 5.8 1444.1 1440.2 3.8
128 1459.2 1445.2 14.0 1456.7 1442.3 14.4
129 1459.2 1445.2 14.0 1457.4 1442.3 15.1
130 1463.5 1445.5 18.0 1458.0 1442.4 15.6
Freq. IntraFF OPBE/TZP diff. IntraFF OPBE/TZP diff.
singlet quintet
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131
132
133
134
135
136
137
138
139
140
141
142
143
144
145
146
147
148
149
150
151
152
153
154
155
156
157
158
159

1463.5
1466.6
1467.6
1535.5
1535.5
1537.6
1537.6
1537.9
1537.9
2552.8
2552.8
3210.4
3210.4
3210.4
3210.4
3210.4
3210.4
3229.7
3229.7
3229.7
3229.7
3229.8
3229.8
3244.9
3244.9
3244.9
3244.9
3244.9
3244.9

1445.6
1455.8
1456.8
1514.8
1514.8
1516.5
1516.5
1524.7
1525.1
2552.4
2553.2
3210.3
3210.3
3210.4
3210.4
3210.5
3210.6
3229.7
3229.7
3229.7
3229.7
3229.8
3230.2
3244.4
3244.6
3244.6
3245.2
3245.2
3245.6

17.9
10.8
10.8
20.7
20.8
21.1
21.1
13.3
12.8
0.4
-0.4
0.1
0.1
0.0
0.0
-0.1
-0.2
0.1
0.1
0.1
0.1
0.0
-0.4
0.5
0.3
0.3
-0.3
-0.2
-0.7

1458.0
1459.4
1459.4
1543.4
1543.4
1543.5
1543.5
1543.7
1543.7
2535.8
2535.8
3205.2
3205.2
3205.2
3205.2
3205.2
3205.2
3218.8
3218.8
3218.8
3218.8
3218.8
3218.8
3233.8
3233.8
3233.8
3233.8
3233.8
3233.8

1442.4
1445.4
1445.8
1523.7
1523.7
1524.0
1524.0
1529.9
1530.5
2535.4
2536.1
3205.0
3205.0
3205.1
3205.2
3205.2
3205.5
3218.5
3218.5
3218.7
3218.8
3218.8
3219.4
3233.7
3233.7
3233.7
3233.9
3233.9
3234.0

15.6
14.0
13.7
19.6
19.7
19.4
19.4
13.8
13.2
0.4
-0.3
0.1
0.1
0.1
-0.1
0.0
-0.3
0.2
0.2
0.1
-0.1
0.0
-0.6
0.1
0.1
0.1
0.0
0.0
-0.2

a) indicated in boldface are those frequencies where the quintet value is higher than the singlet value
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Table S2. Macroscopic density (kg/l) of dichloromethane and box-radius (a.u.) at different temperatures

Temperature (K) Macroscopic density (kg/l) Box-radius (Bohr)
200 1.4759 29.4824
210 1.4618 29.5735
220 1.4472 29.6689
230 1.4321 29.7687
240 1.4166 29.8731
250 1.4005 29.9823
260 1.3841 30.0965
270 1.3671 30.2158
280 1.3497 30.3405
290 1.3318 30.4709
300 1.3135 30.6071
310 1.2947 30.7495
320 1.2754 30.8984
330 1.2557 31.0540
340 1.2355 31.2169
350 1.2148 31.3872
360 1.1936 31.5655
370 1.1720 31.7523
380 1.1500 31.9479
390 1.1274 32.1529
400 1.1044 32.3681
410 1.0810 32.5939
420 1.0570 32.8311
430 1.0326 33.0805
440 1.0077 33.3431
450 0.9824 33.6197

Macroscopic densities from CRC Handbook:

Temperature (°C) Density (kg/l)

0 1.362
10 1.344
20 1.326
30 1.307
40 1.289
50 1.269
60 1.250
70 1.229
80 1.208
90 1.187

100 1.165
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Force field parameters for iron-compound in low and high state

Singlet
bond il i2 k R
BOND Fel N2 146.9601 1.959737
BOND Fel N4 146.9601 1.959737
BOND Fel N6 146.9601 1.959737
BOND Fel N18 146.9601 1.959737
BOND Fel N20 146.9601 1.959737
BOND N19 Fel 146.9601 1.959737
BOND N2 N3 155.5122 1.346781
BOND N4 N5 155.5122 1.346781
BOND N6 N7 155.5122 1.346781
BOND N18  N23 155.5122 1.346781
BOND N19  N25 155.5122 1.346781
BOND N20  N22 155.5122 1.346781
BOND N2  Ci10 260.5812 1.339798
BOND N4 C13 260.5812 1.339798
BOND N6  C16 260.5812 1.339798
BOND N18 C24 260.5812 1.339798
BOND N19 C26 260.5812 1.339798
BOND N20  C27 260.5812 1.339798
BOND N3 c8 264.5643 1.348575
BOND N5 C11 264.5643 1.348575
BOND N7 Ci4 264.5643 1.348575
BOND N22  C28 264 .5643 1.348575
BOND N23  C29 264.5643 1.348575
BOND N25  C31 264.5643 1.348575
BOND N3  B17 160.3521 1.534820
BOND N5 B17 160.3521 1.534820
BOND N7 B21 160.3521 1.534820
BOND B17  N22 160.3521 1.534820
BOND B21  N23 160.3521 1.534820
BOND B21 N25 160.3521 1.534820
BOND c8 Cc9 353.5446 1.385210
BOND Ci1 cCi12 353.5446 1.385210
BOND Ci4 Ci5 353.5446 1.385210
BOND c28 C33 353.5446 1.385210
BOND C29 C30 353.5446 1.385210
BOND C31 C32 353.5446 1.385210
BOND C8  H49 406.9132 1.083067
BOND C11  H48 406.9132 1.083067
BOND Cl4 H52 406.9132 1.083067
BOND C28 H50 406.9132 1.083067
BOND C29 H53 406.9132 1.083067
BOND C31 H51 406.9132 1.083067
BOND c9 Ci10 218.5871 1.399173
BOND Ci12 C13 218.5871 1.399173
BOND Cl5 Ci6 218.5871 1.399173
BOND C24 C30 218.5871 1.399173
BOND C26 C32 218.5871 1.399173
BOND Cc27 C33 218.5871 1.399173
BOND C9 H39 402.3165 1.083567
BOND Cl2 H41 402.3165 1.083567
BOND C15 H40 402.3165 1.083567
BOND C30 H37 402.3165 1.083567
BOND C32 H36 402.3165 1.083567
BOND C33 H38 402.3165 1.083567
BOND C10 H43 411.5010 1.081516
BOND C13 H47 411.5010 1.081516
BOND Cl6 H42 411.5010 1.081516
BOND C24  H45 411.5010 1.081516
BOND C26  H46 411.5010 1.081516
BOND C27 H44 411.5010 1.081516
BOND B17 H35 249.9358 1.202551
BOND B21 H34 249.9358 1.202551
angle il i2 i3 k theta
ANGLE N18 Fel N6 203.8032 88.675256
ANGLE N19 Fel N18 203.8032 88.675256
ANGLE N19 Fel N6 203.8032 88.675256
ANGLE N20 Fel N2 203.8032 88.675256
ANGLE N20 Fel N4 203.8032 88.675256
ANGLE N4  Fel N2 203.8032 88.675256
ANGLE N18  Fel N4 208.4059 91.324744
ANGLE N19 Fel N2 208.4059 91.324744
ANGLE N19 Fel N20 208.4059 91.324744
ANGLE N20 Fel Ni18 208.4059 91.324744
ANGLE N6  Fel N2 208.4059 91.324744
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ANGLE N6 Fel N4 208.4059 91.324744
ANGLE Cc10 c9 c8 174.1487 104.640706
ANGLE Ci3 Ci2 C11 174.1487 104.640706
ANGLE Ci6 Ci5 Ci4 174.1487 104.640706
ANGLE c28 C33 Cz27 174.1487 104.640706
ANGLE Cc29 C30 C24 174.1487 104.640706
ANGLE C31 C32 C26 174.1487 104.640706
ANGLE Ci0 N2 N3 117.2426 106.892006
ANGLE C13 N4 N5 117.2426 106.892006
ANGLE Ci6 N6 N7 117.2426 106.892006
ANGLE C24 N18 N23 117.2426 106.892006
ANGLE C26  N19 N25 117.2426 106.892006
ANGLE c27 N20  N22 117.2426 106.892006
ANGLE Ci12 Ci1 N5 144 .1767 108.059935
ANGLE Ci15 Ci4 N7 1441767 108.059935
ANGLE C30 C29 N23 1441767 108.059935
ANGLE C32 C31 N25 144 .1767 108.059935
ANGLE C33 C28 N22 144.1767 108.059935
ANGLE Cc9 c8 N3 1441767 108.059935
ANGLE H34 B21 N23 42.6076 111.452821
ANGLE H34 B21 N25 42.6076 111.452821
ANGLE H34 B21 N7 42.6076 111.452821
ANGLE H35 B17 N22 42.6076 111.452821
ANGLE H35 B17 N3 42.6076 111.452821
ANGLE H35 B17 N5 42.6076 111.452821
ANGLE N22 B17 N3 109.7677 107.418981
ANGLE N22 B17 NS 109.7677 107.418981
ANGLE N23 B21 N7 109.7677 107.418981
ANGLE N25 B21 N23 109.7677 107.418981
ANGLE N25 B21 N7 109.7677 107.418981
ANGLE N5 B17 N3 109.7677 107.418981
ANGLE Ci1 N5 N4 75.9716 110.285087
ANGLE Ci4 N7 N6 75.9716 110.285087
ANGLE C28 N22 N20 75.9716 110.285087
ANGLE C29 N23 Ni18 75.9716 110.285087
ANGLE C31 N25  N19 75.9716 110.285087
ANGLE c8s N3 N2 75.9716 110.285087
ANGLE Ci12 C13 N4 99.4151 110.122266
ANGLE C15 Ci6 N6 99.4151 110.122266
ANGLE C30 C24 Ni8 99.4151 110.122266
ANGLE C32 C26  N19 99.4151 110.122266
ANGLE C33 Cz27 N20 99.4151 110.122266
ANGLE c9 Ci10 N2 99.4151 110.122266
ANGLE N22 N20 Fel 126.0035 119.671539
ANGLE N23  N18 Fel 126.0035 119.671539
ANGLE N25  N19 Fel 126.0035 119.671539
ANGLE N3 N2 Fel 126.0035 119.671539
ANGLE N5 N4 Fel 126.0035 119.671539
ANGLE N7 N6 Fel 126.0035 119.671539
ANGLE H42 Ci6 N6 23.5399 120.087054
ANGLE H43  C10 N2 23.5399 120.087054
ANGLE H44  C27 N20 23.5399 120.087054
ANGLE H45 C24  N18 23.5399 120.087054
ANGLE H46  C26  N19 23.5399 120.087054
ANGLE H47 C13 N4 23.5399 120.087054
ANGLE H48  Cil1 N5 35.1998 120.555715
ANGLE H49 c8s N3 35.1998 120.555715
ANGLE H50 C28  N22 35.1998 120.555715
ANGLE H51 C31 N25 35.1998 120.555715
ANGLE H52 Ci4 N7 35.1998 120.555715
ANGLE H53  C29 N23 35.1998 120.555715
ANGLE B17 N3 N2 92.1472 117.977134
ANGLE B17 NS N4 92.1472 117.977134
ANGLE N20  N22 B17 92.1472 117.977134
ANGLE B21 N23  N18 92.1472 117.977134
ANGLE B21 N25  N19 92.1472 117.977134
ANGLE B21 N7 N6 92.1472 117.977134
ANGLE H36  C32 C31 33.4945 127.587229
ANGLE H37 C30 C29 33.4945 127.587229
ANGLE H38 C33 (C28 33.4945 127.587229
ANGLE H39 Cc9 c8 33.4945 127.587229
ANGLE H40 Ci15 Ci4 33.4945 127.587229
ANGLE H41 Ci12 C11 33.4945 127.587229
ANGLE H36  C32 C26 33.8889 127.772066
ANGLE H37 C30 C24 33.8889 127.772066
ANGLE H38 C33 C27 33.8889 127.772066
ANGLE H39 C9 Cci10 33.8889 127.772066
ANGLE H40 C15 Ci16 33.8889 127.772066
ANGLE H41 Cc12 C13 33.8889 127.772066
ANGLE B17 N3 c8 99.0962 131.737778
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ANGLE

ANGLE

ANGLE

ANGLE

ANGLE

ANGLE

ANGLE

ANGLE

ANGLE

ANGLE

ANGLE

ANGLE

ANGLE

ANGLE

ANGLE

ANGLE

ANGLE

ANGLE

ANGLE

ANGLE

ANGLE

ANGLE

ANGLE

dihedral
DIHEDRAL
DIHEDRAL
DIHEDRAL
DIHEDRAL
DIHEDRAL
DIHEDRAL
DIHEDRAL
DIHEDRAL
DIHEDRAL
DIHEDRAL
DIHEDRAL
DIHEDRAL
DIHEDRAL
DIHEDRAL
DIHEDRAL
DIHEDRAL
DIHEDRAL
DIHEDRAL
DIHEDRAL
DIHEDRAL
DIHEDRAL
DIHEDRAL
DIHEDRAL
DIHEDRAL
DIHEDRAL
DIHEDRAL
DIHEDRAL
DIHEDRAL
DIHEDRAL
DIHEDRAL
DIHEDRAL
DIHEDRAL
DIHEDRAL
DIHEDRAL
DIHEDRAL
DIHEDRAL
DIHEDRAL
DIHEDRAL
DIHEDRAL
DIHEDRAL
DIHEDRAL
DIHEDRAL
DIHEDRAL
DIHEDRAL
DIHEDRAL
DIHEDRAL
DIHEDRAL
DIHEDRAL
DIHEDRAL
DIHEDRAL
DIHEDRAL
DIHEDRAL
DIHEDRAL
DIHEDRAL
DIHEDRAL
DIHEDRAL

B17
B21
c28
C29
C31
H42
H43
H44
H45
H46
H47
H48
H49
H50
H51
H52
H53
Ci10
C13
Ci6
Cc24
C26
c27

il
Cci10
C13
Ci6
C26
Cc24
c27
C11

c8
Ci4
c28
C29
C31

c8s
Ci1
Ci14
Cc28
C29
C31

C9
C12
C15
C30
C32
C33

C9
Cc12
C15
C30
C32
C33
B17
B17
B17
B21
B21
B21
c28
C29
C31
H34
H35
H35
H36
H37
H38
H42
H43
H47
H36
H37
H38
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DIHEDRAL  H44  C27 N20 Fel 1 3.2473 1.0 0.000000
DIHEDRAL H45 C24 N8 Fel 1 3.2473 1.0 0.000000
DIHEDRAL H46 C26  N19 Fel 1 3.2473 1.0 0.000000
DIHEDRAL  H47 C13 N4 Fel 1 3.2473 1.0 0.000000
DIHEDRAL H48 Cl1 N5 B17 1 2.8966 1.0 0.000000
DIHEDRAL  H49 c8 N3 B17 1 2.8966 1.0 0.000000
DIHEDRAL  H50 C28  N22 B17 1 2.8966 1.0 0.000000
DIHEDRAL  H51 C31 N25 B21 1 2.8966 1.0 0.000000
DIHEDRAL  H52 Ci4 N7 B21 1 2.8966 1.0 0.000000
DIHEDRAL  H53  C29 N23 B21 1 2.8966 1.0 0.000000
DIHEDRAL  C13 N4 Fel N6 1 4.6634 1.0 44 352598
DIHEDRAL  C16 N6 Fel N4 1 4.6634 1.0 44 352598
DIHEDRAL  N19 Fel N2 Cio 1 4.6634 1.0 44 .352598
DIHEDRAL C24  N18 Fel N20 1 4.6634 1.0 44 352598
DIHEDRAL  C26  N19 Fel N2 1 4.6634 1.0 44 352598
DIHEDRAL  C27 N20 Fel N18 1 4.6634 1.0 44 352598
DIHEDRAL  N19 Fel N6 N7 1 8.0036 1.0 44 352598
DIHEDRAL  N22 N20 Fel N2 1 8.0036 1.0 44 .352598
DIHEDRAL  N23  N18 Fel N6 1 8.0036 1.0 44 352598
DIHEDRAL  N25 N19 Fel N18 1 8.0036 1.0 44 352598
DIHEDRAL N3 N2 Fel N4 1 8.0036 1.0 44 352598
DIHEDRAL N5 N4 Fel N20 1 8.0036 1.0 44 .352598
DIHEDRAL  N19 N25 B21 N7 1 12.5208 1.0 57.646905
DIHEDRAL  N20  N22 B17 NS 1 12.5208 1.0 57.646905
DIHEDRAL  N22 B17 N3 N2 1 12.5208 1.0 57.646905
DIHEDRAL  N23 B21 N7 N6 1 12.5208 1.0 57.646905
DIHEDRAL  N25 B21 N23 N18 1 12.5208 1.0 57.646905
DIHEDRAL N4 N5 B17 N3 1 12.5208 1.0 57.646905
DIHEDRAL  N22 B17 NS Cl1 1 9.8988 1.0 122.353095
DIHEDRAL  N25 B21 N7 Ci4 1 9.8988 1.0 122.353095
DIHEDRAL  C28  N22 B17 N3 1 9.8988 1.0 122.353095
DIHEDRAL  C29 N23 B21 N7 1 9.8988 1.0 122.353095
DIHEDRAL C31 N25 B21 N23 1 9.8988 1.0 122.353095
DIHEDRAL NS B17 N3 cg 1 9.8988 1.0 122.353095
DIHEDRAL  C10 N2 Fel N20 1 5.0085 1.0 135.647402
DIHEDRAL  C13 N4 Fel N2 1 5.0085 1.0 135.647402
DIHEDRAL  C16 N6 Fel N18 1 5.0085 1.0 135.647402
DIHEDRAL  N19 Fel N18 C24 1 5.0085 1.0 135.647402
DIHEDRAL  C26  N19 Fel N6 1 5.0085 1.0 135.647402
DIHEDRAL  C27 N20 Fel N4 1 5.0085 1.0 135.647402
DIHEDRAL  N22 N20 Fel N19 1 8.4273 1.0 135.647402
DIHEDRAL  N23  N18 Fel N4 1 8.4273 1.0 135.647402
DIHEDRAL  N25  N19 Fel N20 1 8.4273 1.0 135.647402
DIHEDRAL N3 N2 Fel N6 1 8.4273 1.0 135.647402
DIHEDRAL N5 N4 Fel N18 1 8.4273 1.0 135.647402
DIHEDRAL N7 N6 Fel N2 1 8.4273 1.0 135.647402
DIHEDRAL  C10 Cc9 C8 H49 1 3.1773 1.0 180.000000
DIHEDRAL  H51 C31 C32 c26 1 3.1773 1.0 180.000000
DIHEDRAL C13 Ci2 C11 H48 1 3.1773 1.0 180.000000
DIHEDRAL Cl16 C15 Ci4 H52 1 3.1773 1.0 180.000000
DIHEDRAL H50 C28 C33 C27 1 3.1773 1.0 180.000000
DIHEDRAL  H53  C29 C30 C24 1 3.1773 1.0 180.000000
DIHEDRAL  C11 N5 N4 Fel 1 15.1425 1.0 180.000000
DIHEDRAL  C14 N7 N6 Fel 1 15.1425 1.0 180.000000
DIHEDRAL  C28  N22 N20 Fel 1 15.1425 1.0 180.000000
DIHEDRAL  C29 N23  N18 Fel 1 15.1425 1.0 180.000000
DIHEDRAL  C31 N25  N19 Fel 1 15.1425 1.0 180.000000
DIHEDRAL c8 N3 N2 Fel 1 15.1425 1.0 180.000000
DIHEDRAL  C12 C11 N5 B17 1 13.6363 1.0 180.000000
DIHEDRAL C9 cs N3 B17 1 13.6363 1.0 180.000000
DIHEDRAL C15 Ci4 N7 B21 1 13.6363 1.0 180.000000
DIHEDRAL C30  C29 N23 B21 1 13.6363 1.0 180.000000
DIHEDRAL  C32 C31 N25 B21 1 13.6363 1.0 180.000000
DIHEDRAL  C33 C28 N22 B17 1 13.6363 1.0 180.000000
DIHEDRAL  C12 C13 N4 Fel 1 11.9261 1.0 180.000000
DIHEDRAL C15 C16 N6 Fel 1 11.9261 1.0 180.000000
DIHEDRAL C30 C24 N8 Fel 1 11.9261 1.0 180.000000
DIHEDRAL  C32 C26  N19 Fel 1 11.9261 1.0 180.000000
DIHEDRAL  C33  C27 N20 Fel 1 11.9261 1.0 180.000000
DIHEDRAL C9 Cci10 N2 Fel 1 11.9261 1.0 180.000000
DIHEDRAL B17 N3 N2 cio 1 17.8712 1.0 180.000000
DIHEDRAL B17 N5 N4 C13 1 17.8712 1.0 180.000000
DIHEDRAL B21 N23 N18 C24 1 17.8712 1.0 180.000000
DIHEDRAL B21 N25  N19 c26 1 17.8712 1.0 180.000000
DIHEDRAL B21 N7 N6 Cl6 1 17.8712 1.0 180.000000
DIHEDRAL  C27 N20  N22 B17 1 17.8712 1.0 180.000000
DIHEDRAL  N20  N22 B17 H35 1 5.8716 1.0 180.000000
DIHEDRAL  H34 B21 N23 N18 1 5.8716 1.0 180.000000
DIHEDRAL  H34 B21 N25 N19 1 5.8716 1.0 180.000000
DIHEDRAL  H34 B21 N7 N6 1 5.8716 1.0 180.000000
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DIHEDRAL  H35 B17 N3 N2 1 5.8716 1.0 180.000000
DIHEDRAL  H35 B17 N5 N4 1 5.8716 1.0 180.000000
DIHEDRAL C28 C33 C27 H44 1 3.7068 1.0 180.000000
DIHEDRAL C29 C30 (C24 H45 1 3.7068 1.0 180.000000
DIHEDRAL C31 C32 C26 H46 1 3.7068 1.0 180.000000
DIHEDRAL H42 C16 Cl15 Cl4 1 3.7068 1.0 180.000000
DIHEDRAL  H43  C10 (of°] cg 1 3.7068 1.0 180.000000
DIHEDRAL H47 C13 Ci12 Ci11 1 3.7068 1.0 180.000000
DIHEDRAL H36 C32 C26 N19 1 3.4020 1.0 180.000000
DIHEDRAL H37 C30 C24 N18 1 3.4020 1.0 180.000000
DIHEDRAL H38 C33 C27 N20 1 3.4020 1.0 180.000000
DIHEDRAL  H39 c9 cCi10 N2 1 3.4020 1.0 180.000000
DIHEDRAL H40 C15 C16 N6 1 3.4020 1.0 180.000000
DIHEDRAL H41 C12 C13 N4 1 3.4020 1.0 180.000000
DIHEDRAL H36 C32 C31 N25 1 3.4365 1.0 180.000000
DIHEDRAL H37 C30 C29 N23 1 3.4365 1.0 180.000000
DIHEDRAL H38 C33 C28 N22 1 3.4365 1.0 180.000000
DIHEDRAL  H39 Cc9 c8 N3 1 3.4365 1.0 180.000000
DIHEDRAL H40 Cl15 C14 N7 1 3.4365 1.0 180.000000
DIHEDRAL H41 Ci12 Ci11 N5 1 3.4365 1.0 180.000000
DIHEDRAL H42 C16 N6 N7 1 4.3084 1.0 180.000000
DIHEDRAL H45 C24 N18 N23 1 4.3084 1.0 180.000000
DIHEDRAL  H48 Cl1 N5 N4 1 4.3084 1.0 180.000000
DIHEDRAL  H49 (013} N3 N2 1 4.3084 1.0 180.000000
DIHEDRAL H50 C28 N22 N20 1 4.3084 1.0 180.000000
DIHEDRAL H51 C31 N25 N19 1 4.3084 1.0 180.000000
DIHEDRAL  H43  C10 N2 N3 1 4.5102 1.0 180.000000
DIHEDRAL H44 C27 N20 N22 1 4.5102 1.0 180.000000
DIHEDRAL H46 C26 N19 N25 1 4.5102 1.0 180.000000
DIHEDRAL  H47  C13 N4 NG 1 4.5102 1.0 180.000000
DIHEDRAL H52 Ci4 N7 N6 1 4.5102 1.0 180.000000
DIHEDRAL H53 C29 N23 N18 1 4.5102 1.0 180.000000
DIHEDRAL  C10 N2  Fel N4 1 5.0085 1.0 224 .352598
DIHEDRAL  Ci13 N4 Fel N20 1 5.0085 1.0 224352598
DIHEDRAL N19 Fel N6 Cl6 1 5.0085 1.0 224 352598
DIHEDRAL C24 N18 Fel N6 1 5.0085 1.0 224 .352598
DIHEDRAL C26 N19 Fel N18 1 5.0085 1.0 224 .352598
DIHEDRAL C27 N20 Fel N2 1 5.0085 1.0 224 .352598
DIHEDRAL N19 Fel N2 N3 1 8.4276 1.0 224 .352598
DIHEDRAL N22 N20 Fel N18 1 8.4276 1.0 224 .352598
DIHEDRAL N23 N18 Fel N20 1 8.4276 1.0 224 .352598
DIHEDRAL N25 N19 Fel N2 1 8.4276 1.0 224 .352598
DIHEDRAL N5 N4  Fel N6 1 8.4276 1.0 224 352598
DIHEDRAL N7 N6  Fel N4 1 8.4276 1.0 224 .352598
DIHEDRAL  C11 N5  B17 N3 1 9.8954 1.0 237.646905
DIHEDRAL N22  B17 N3 c8 1 9.8954 1.0 237.646905
DIHEDRAL N23  B21 N7 Ci4 1 9.8954 1.0 237.646905
DIHEDRAL  C28 N22  B17 NS 1 9.8954 1.0 237.646905
DIHEDRAL C29 N23 B21 N25 1 9.8954 1.0 237.646905
DIHEDRAL C31 N25 B21 N7 1 9.8954 1.0 237.646905
DIHEDRAL N18 N23 B21 N7 1 12.5207 1.0 302.353095
DIHEDRAL  N20 N22  B17 N3 1 12.5207 1.0 302.353095
DIHEDRAL N22  B17 N5 N4 1 12.5207 1.0 302.353095
DIHEDRAL N23 B21 N25 N19 1 12.5207 1.0 302.353095
DIHEDRAL N25 B21 N7 N6 1 12.5207 1.0 302.353095
DIHEDRAL N5  B17 N3 N2 1 12.5207 1.0 302.353095
DIHEDRAL  C10 N2  Fel N6 1 4.6632 1.0 315.647402
DIHEDRAL  Ci13 N4 Fel N18 1 4.6632 1.0 315.647402
DIHEDRAL  C16 N6  Fel N2 1 4.6632 1.0 315.647402
DIHEDRAL C24 N18 Fel N4 1 4.6632 1.0 315.647402
DIHEDRAL C26 N19 Fel N20 1 4.6632 1.0 315.647402
DIHEDRAL C27 N20 Fel N19 1 4.6632 1.0 315.647402
DIHEDRAL N19 Fel N18 N23 1 8.0041 1.0 315.647402
DIHEDRAL N22 N20 Fel N4 1 8.0041 1.0 315.647402
DIHEDRAL N25 N19 Fel N6 1 8.0041 1.0 315.647402
DIHEDRAL N5 N4  Fel N2 1 8.0041 1.0 315.647402
DIHEDRAL N7 N6 Fel Ni18 1 8.0041 1.0 315.647402
DIHEDRAL N3 N2 Fel N20 1 8.0041 1.0 315.647402
improper il i2 i3 i4 k divf phi
IMPROPER C10 Fel N2 N3 1 7.5297 2.0 180.000000
IMPROPER  C13 Fel N4 Ns 1 7.5297 2.0 180.000000
IMPROPER C16 Fel N6 N7 1 7.5297 2.0 180.000000
IMPROPER C24 Fel N18 N23 1 7.5297 2.0 180.000000
IMPROPER C26 Fel N19 N25 1 7.5297 2.0 180.000000
IMPROPER C27 Fel N20 N22 1 7.5297 2.0 180.000000
IMPROPER  B17 N2 N3 cg 1 10.2565 2.0 180.000000
IMPROPER  B17 N4 N5 C11 1 10.2565 2.0 180.000000
IMPROPER  B17 N20 N22 C28 1 10.2565 2.0 180.000000
IMPROPER  B21 N6 N7 Ci14 1 10.2565 2.0 180.000000
IMPROPER B21 N18 N23 C29 1 10.2565 2.0 180.000000
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BOND C13 H47 401.5456 1.083641
BOND Cl6 H42 401.5456 1.083641
BOND C24  H45 401.5456 1.083641
BOND C26  H46 401.5456 1.083641
BOND C27 H44 401.5456 1.083641
BOND B17 H35 246.7146 1.204167
BOND B21 H34 246.7146 1.204167
angle il i2 i3 k theta
ANGLE N18 Fel N6 196.2044 85.085129
ANGLE N19 Fel Ni18 196.2044 85.085129
ANGLE N19 Fel N6 196.2044 85.085129
ANGLE N20 Fel N2 196.2044 85.085129
ANGLE N20 Fel N4 196.2044 85.085129
ANGLE N4  Fel N2 196.2044 85.085129
ANGLE N18  Fel N4 178.9674 94.914871
ANGLE N19 Fel N2 178.9674 94.914871
ANGLE N19 Fel N20 178.9674 94.914871
ANGLE N20 Fel Ni18 178.9674 94.914871
ANGLE N6  Fel N2 178.9674 94.914871
ANGLE N6  Fel N4 178.9674 94.914871
ANGLE Cc10 Cc9 c8 164.0692 104.181489
ANGLE C13 Ci12 cC11 164.0692 104.181489
ANGLE Cle Ci5 CcCi4 164.0692 104.181489
ANGLE c28 C33 c27 164.0692 104.181489
ANGLE C29 C30 cC24 164.0692 104.181489
ANGLE C31 C32 C26 164.0692 104.181489
ANGLE Cc10 N2 N3 120.6098 106.631946
ANGLE C13 N4 N5 120.6098 106.631946
ANGLE Ci6 N6 N7 120.6098 106.631946
ANGLE C24 N18 N23 120.6098 106.631946
ANGLE C26 N19 N25 120.6098 106.631946
ANGLE C27 N20 N22 120.6098 106.631946
ANGLE Ci2 cC11 N5 140.5382 108.240442
ANGLE Cl5 Ci4 N7 140.5382 108.240442
ANGLE C30 C29 N23 140.5382 108.240442
ANGLE C32 C31 N25 140.5382 108.240442
ANGLE C33 C28 N22 140.5382 108.240442
ANGLE Cc9 c8 N3 140.5382 108.240442
ANGLE H34 B21  N23 43.3253 109.234141
ANGLE H34 B21 N25 43.3253 109.234141
ANGLE H34 B21 N7 43.3253 109.234141
ANGLE H35 B17 N22 43.3253 109.234141
ANGLE H35 B17 N3 43.3253 109.234141
ANGLE H35 B17 N5 43.3253 109.234141
ANGLE N22  B17 N3 107.9889 109.707256
ANGLE N22  B17 N5 107.9889 109.707256
ANGLE N23  B21 N7 107.9889 109.707256
ANGLE N25 B21  N23 107.9889 109.707256
ANGLE N25  B21 N7 107.9889 109.707256
ANGLE N5 B17 N3 107.9889 109.707256
ANGLE Cl1 N5 N4 83.5808 110.329746
ANGLE Ci14 N7 N6 83.5808 110.329746
ANGLE C28 N22 N20 83.5808 110.329746
ANGLE C29 N23 Ni18 83.5808 110.329746
ANGLE C31 N25 N19 83.5808 110.329746
ANGLE c8 N3 N2 83.5808 110.329746
ANGLE Cil2 C13 N4 95.6402 110.616377
ANGLE Cl15 Ci6 N6 95.6402 110.616377
ANGLE C30 C24 N8 95.6402 110.616377
ANGLE C32 C26 N19 95.6402 110.616377
ANGLE C33 C27 N20 95.6402 110.616377
ANGLE c9 cCi10 N2 95.6402 110.616377
ANGLE N22 N20 Fel 136.3735 117.110707
ANGLE N23 N18 Fel 136.3735 117.110707
ANGLE N25 N19 Fel 136.3735 117.110707
ANGLE N3 N2  Fel 136.3735 117.110707
ANGLE N5 N4  Fel 136.3735 117.110707
ANGLE N7 N6  Fel 136.3735 117.110707
ANGLE H42 C16 N6 25.3521 119.823702
ANGLE H43  C10 N2 25.3521 119.823702
ANGLE H44  C27 N20 25.3521 119.823702
ANGLE H45 C24  Ni18 25.3521 119.823702
ANGLE H46 C26  N19 25.3521 119.823702
ANGLE H47  C13 N4 25.3521 119.823702
ANGLE H48 C11 N5 35.4524 120.693228
ANGLE H49 c8 N3 35.4524 120.693228
ANGLE H50 C28 N22 35.4524 120.693228
ANGLE H51 C31 N25 35.4524 120.693228
ANGLE H52 Ci4 N7 35.4524 120.693228
ANGLE H53 C29 N23 35.4524 120.693228
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DIHEDRAL  C29 N23 B21 H34 1 3.8593 1.0 0.000000
DIHEDRAL  C31 N25 B21 H34 1 3.8593 1.0 0.000000
DIHEDRAL  H34 B21 N7 Ci4 1 3.8593 1.0 0.000000
DIHEDRAL  H35 B17 N3 cg 1 3.8593 1.0 0.000000
DIHEDRAL  H35 B17 NS Cl1 1 3.8593 1.0 0.000000
DIHEDRAL  H36  C32 C26 H46 1 2.0399 1.0 360.000000
DIHEDRAL  H37 C30 C24 H45 1 2.0399 1.0 360.000000
DIHEDRAL  H38 C33 C27 H44 1 2.0399 1.0 360.000000
DIHEDRAL  H42 Clé6 Ci15 H40 1 2.0399 1.0 360.000000
DIHEDRAL  H43  C10 Cc9 H39 1 2.0399 1.0 360.000000
DIHEDRAL  H47 Cci3 Ci2 H41 1 2.0399 1.0 360.000000
DIHEDRAL  H36  C32 C31 H51 1 1.8451 1.0 360.000000
DIHEDRAL  H37 C30 C29 H53 1 1.8451 1.0 360.000000
DIHEDRAL H38 C33 C28 H50 1 1.8451 1.0 360.000000
DIHEDRAL  H39 c9 C8 H49 1 1.8451 1.0 360.000000
DIHEDRAL H40 C15 Ci4 H52 1 1.8451 1.0 360.000000
DIHEDRAL  H41 Ci12 C11 H48 1 1.8451 1.0 360.000000
DIHEDRAL  H42 Ci6 N6 Fel 1 3.1442 1.0 360.000000
DIHEDRAL  H43  C10 N2 Fel 1 3.1442 1.0 360.000000
DIHEDRAL  H44  C27 N20 Fel 1 3.1442 1.0 360.000000
DIHEDRAL  H45 C24  N18 Fel 1 3.1442 1.0 360.000000
DIHEDRAL H46 C26  N19 Fel 1 3.1442 1.0 360.000000
DIHEDRAL  H47 C13 N4 Fel 1 3.1442 1.0 360.000000
DIHEDRAL  H48 Ci11 N5 B17 1 3.3589 1.0 360.000000
DIHEDRAL  H49 cs N3 B17 1 3.3589 1.0 360.000000
DIHEDRAL H50 C28  N22 B17 1 3.3589 1.0 360.000000
DIHEDRAL  H51 C31 N25 B21 1 3.3589 1.0 360.000000
DIHEDRAL  H52 Ci4 N7 B21 1 3.3589 1.0 360.000000
DIHEDRAL  H53  C29 N23 B21 1 3.3589 1.0 360.000000
DIHEDRAL  C13 N4 Fel N6 1 3.5433 1.0 42.736913
DIHEDRAL  C16 N6 Fel N4 1 3.5433 1.0 42.736913
DIHEDRAL  N19 Fel N2 Cio 1 3.5433 1.0 42.736913
DIHEDRAL C24  N18 Fel N20 1 3.5433 1.0 42.736913
DIHEDRAL  C26  N19 Fel N2 1 3.5433 1.0 42.736913
DIHEDRAL  C27 N20 Fel N18 1 3.5433 1.0 42.736913
DIHEDRAL  N19 Fel N6 N7 1 7.9079 1.0 42.736913
DIHEDRAL  N22 N20 Fel N2 1 7.9079 1.0 42.736913
DIHEDRAL  N23  N18 Fel N6 1 7.9079 1.0 42.736913
DIHEDRAL  N25 N19 Fel N18 1 7.9079 1.0 42.736913
DIHEDRAL N3 N2 Fel N4 1 7.9079 1.0 42.736913
DIHEDRAL N5 N4 Fel N20 1 7.9079 1.0 42.736913
DIHEDRAL  N19 N25 B21 N7 1 11.6485 1.0 60.291424
DIHEDRAL  N20  N22 B17 NS 1 11.6485 1.0 60.291424
DIHEDRAL  N22 B17 N3 N2 1 11.6485 1.0 60.291424
DIHEDRAL  N23 B21 N7 N6 1 11.6485 1.0 60.291424
DIHEDRAL  N25 B21 N23 N18 1 11.6485 1.0 60.291424
DIHEDRAL N4 NS B17 N3 1 11.6485 1.0 60.291424
DIHEDRAL  N22 B17 N5 Ci11 1 11.7635 1.0 119.708576
DIHEDRAL  N25 B21 N7 Ci4 1 11.7635 1.0 119.708576
DIHEDRAL  C28  N22 B17 N3 1 11.7635 1.0 119.708576
DIHEDRAL  C29  N23 B21 N7 1 11.7635 1.0 119.708576
DIHEDRAL  C31 N25 B21 N23 1 11.7635 1.0 119.708576
DIHEDRAL N5 B17 N3 cg 1 11.7635 1.0 119.708576
DIHEDRAL  C10 N2 Fel N20 1 4.2135 1.0 137.263087
DIHEDRAL  C13 N4 Fel N2 1 4.2135 1.0 137.263087
DIHEDRAL  C16 N6 Fel N18 1 4.2135 1.0 137.263087
DIHEDRAL  N19 Fel N18 C24 1 4.2135 1.0 137.263087
DIHEDRAL  C26  N19 Fel N6 1 4.2135 1.0 137.263087
DIHEDRAL  C27 N20 Fel N4 1 4.2135 1.0 137.263087
DIHEDRAL  N22 N20 Fel N19 1 8.9050 1.0 137.263087
DIHEDRAL  N23  N18 Fel N4 1 8.9050 1.0 137.263087
DIHEDRAL  N25 N19 Fel N20 1 8.9050 1.0 137.263087
DIHEDRAL N3 N2 Fel N6 1 8.9050 1.0 137.263087
DIHEDRAL N5 N4 Fel N18 1 8.9050 1.0 137.263087
DIHEDRAL N7 N6 Fel N2 1 8.9050 1.0 137.263087
DIHEDRAL  C10 C9 C8 H49 1 3.5267 1.0 180.000000
DIHEDRAL  H51 C31 C32 c26 1 3.5267 1.0 180.000000
DIHEDRAL  C13  Ci2 C11 H48 1 3.5267 1.0 180.000000
DIHEDRAL Cl16 C15 Cl14 H52 1 3.5267 1.0 180.000000
DIHEDRAL H50 C28 C33 C27 1 3.5267 1.0 180.000000
DIHEDRAL  H53  C29 C30 C24 1 3.5267 1.0 180.000000
DIHEDRAL  C11 N5 N4 Fel 1 15.1662 1.0 180.000000
DIHEDRAL  C14 N7 N6 Fel 1 15.1662 1.0 180.000000
DIHEDRAL  C28  N22 N20 Fel 1 15.1662 1.0 180.000000
DIHEDRAL C29 N23  N18 Fel 1 15.1662 1.0 180.000000
DIHEDRAL  C31 N25  N19 Fel 1 15.1662 1.0 180.000000
DIHEDRAL cs N3 N2 Fel 1 15.1662 1.0 180.000000
DIHEDRAL  C12 C11 NS B17 1 15.3220 1.0 180.000000
DIHEDRAL C9 c8 N3 B17 1 15.3220 1.0 180.000000
DIHEDRAL C15 Ci14 N7 B21 1 15.3220 1.0 180.000000
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DIHEDRAL C27 N20 Fel N19 1 3.5431 1.0 317.263087
DIHEDRAL N19 Fel N18 N23 1 7.9076 1.0 317.263087
DIHEDRAL N22 N20 Fel N4 1 7.9076 1.0 317.263087
DIHEDRAL N25 N19 Fel N6 1 7.9076 1.0 317.263087
DIHEDRAL N5 N4  Fel N2 1 7.9076 1.0 317.263087
DIHEDRAL N7 N6 Fel Ni18 1 7.9076 1.0 317.263087
DIHEDRAL N3 N2 Fel N20 1 7.9076 1.0 317.263087
improper il i2 i3 i4 k divf phi
IMPROPER C10 Fel N2 N3 1 6.3484 2.0 180.000000
IMPROPER  C13 Fel N4 NG 1 6.3484 2.0 180.000000
IMPROPER C16 Fel N6 N7 1 6.3484 2.0 180.000000
IMPROPER C24 Fel N18 N23 1 6.3484 2.0 180.000000
IMPROPER C26 Fel N19 N25 1 6.3484 2.0 180.000000
IMPROPER C27 Fel N20 N22 1 6.3484 2.0 180.000000
IMPROPER  B17 N2 N3 c8 1 10.4360 2.0 180.000000
IMPROPER  B17 N4 N5 Cl11 1 10.4360 2.0 180.000000
IMPROPER B17 N20 N22 C28 1 10.4360 2.0 180.000000
IMPROPER  B21 N6 N7 Ci4 1 10.4360 2.0 180.000000
IMPROPER B21 N18 N23 C29 1 10.4360 2.0 180.000000
IMPROPER B21 N19 N25 C31 1 10.4360 2.0 180.000000
IMPROPER  H49 Cc9 c8 N3 1 3.5273 2.0 180.000000
IMPROPER  H48 Ci12 Ci11 N5 1 3.5273 2.0 180.000000
IMPROPER H52 Ci15 Ci4 N7 1 3.5273 2.0 180.000000
IMPROPER H50 C33 C28 N22 1 3.5273 2.0 180.000000
IMPROPER H53 C30 C29 N23 1 3.5273 2.0 180.000000
IMPROPER H51 C32 C31 N25 1 3.5273 2.0 180.000000
IMPROPER  H39 C10 Cc9 c8 1 3.6459 2.0 180.000000
IMPROPER H41 C13 Cl2 Cl1 1 3.6459 2.0 180.000000
IMPROPER H40 Ci16 Ci15 Ci4 1 3.6459 2.0 180.000000
IMPROPER H37 C24 C30 C29 1 3.6459 2.0 180.000000
IMPROPER H36 C26 C32 C31 1 3.6459 2.0 180.000000
IMPROPER H38 C27 C33 C28 1 3.6459 2.0 180.000000
IMPROPER  H43 N2  Ci10 c9 1 5.6038 2.0 180.000000
IMPROPER  H47 N4 C13 Ci2 1 5.6038 2.0 180.000000
IMPROPER  H42 N6 Cl6 Ci15 1 5.6038 2.0 180.000000
IMPROPER H45 N18 C24 C30 1 5.6038 2.0 180.000000
IMPROPER H46 N19 C26 C32 1 5.6038 2.0 180.000000
IMPROPER  H44 N20 C27 C33 1 5.6038 2.0 180.000000
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