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Table 4: Coupling Strength for the Adjusted Empirical Force Field -
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Table 5: Coupling Strength for the Ab Initio Force Field

2 3 4 5 6 7 8 9 10 1 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 26 28 2
1 00 00 0.0 0.0 0.0 00 00 00 a0 0.0 0.0 00 00 00 00 0.0 00 00 00 00 00 0.0 0.0 o -0.1 0.0 00 0
2 0 00 0.0 4.1 ., 0.0 14 00 00 00 0.0 0.0 0.0 00 00 0.0 0.0 0.0 0.0 00 co 0.0 0.0 0.0 00 00 0.0 00 0
3 0 .12 00 13 0.0 00 00 a0 0.0 00 0.0 (;.D 00 00 . 00 0.0 00 0.0 a0 0.0 00 0.0 0.0 0.0 0.0 0.0 -0
4 [ 0.0 0.9 00 00 00 0.0 0.0 0.0 0.0 00 00 0.0 0.0 0.0 00 00 00 0.0 0.0 00 .00 ao 00 0.0 0
s o 00 24 0.0 0.0 0.0 0.0 0.0 0.0 o 0.0 0.0 00 0.0 00 00 00 00 a0 0.0 0.0 a0 00, 0.0 0
6 0 -09 0.0 00 00 0.0 0.0 00 00 00 00 0.0 0.0 0.0 0.0 00 00 00 00 0.0 00 (] 00 0
7 0 0.0 0.0 00 0.0 0.0 00 a0 00 0.0 0.0 0.0 0.0 00 " 00 0.0 0.0 0.0 0.0 a0 090 00 0
8 - o 0.0 (i) 0.0 0.0 00 00 00 0.0 ‘00 0.0 0.0- 0.0 00 00 00 0.0 0.0 A 0.0 0.0 0.0 0
9 0. -0.1 0.2 0.0 00 00 00 00 0.0 00 00 00 LX) 0.0 0.0 0.0 ao 00 0.0 0.0 o
10 [} 0.0 -0.1 b.ﬂ 00 00 0.0 0.0 0.0 0.0 0.0 0.0 ¢.0 0.0 0.0 0o 0.0 0.0 0.0 4
1 0 00 00 00 0.0 0.0 00 0.0 00 0.0 ¢o0 a0 00 00 0.0 00 0.0 00 o
12 o 00 0.0 00, 0.0 0.0 00 0.0 co 0.0 00 D.O‘ 00 0.0 00 00 0.0 0.
13 ’ 0 a0 0.0 0.0 0.0 0.0 0.0 0.0 6o a0 0.0 0.0 0.0 0.0 00 0.0 o
14 o 0.0 0.0 00, 00 00 00 00 00 00 0.0 00 00 00 0.0 0
15 o 0.0 0.0 00 0.0 0.0 a0 Q.0 0.0 0.0 00 0.0 0.0 0.0 °
16 0 v0.0 00 00 0.0 a0 a0 00 0.0 0.0 00 0.0 0.0 M
17 0 0.0 00 0.0 00 00 090 0.0 00 00 00 00 0
18 ] 0.0 00 00" 00 00 0.0 00 00 0.0 0.0 Q
19 | 0 00 co 0o 00 0.0 0.0 0.0 0.0 0.0 0
20 o 0.0 a0 0.0 0.0 00 00 0.0 0.0 0
2 ] co 00 0.0 00 0.0 0.0 0.0 [
22 ] 00 0.0 00 00 0.0 0.0 [
23 0 1t L) o1 0.0 0.0 O.
24 o a0 (137 0.0 0.0 a
25 [ 0.0 .0 00 o
26 o a0 02 [}
27 o a1 o
28 0 0

29




