second-order moment

3000

2000

1000

-1000

—2000

—-3000

-4000

-5000

d (Angstroms)

lcdv o
L o i
O
o O
O ° 7 +
+
o B (+5 q} + + s +
A4 h =+
+
to4
= 0 correct .
@
+ incorrect
@)
| | | | |
5 10 15 20 25

30



ooo~NoOOOUh~wao

10

12
13
14
15
16
17
18
19
20
21
22
23
24
25

correct
num sec-order
1 3.1903
1 3.1903
2 26. 1648
2 26. 1648
3 53. 1560
7 241. 4455
11 362. 6591
16 581. 2312
19 695. 6627
22 897. 7911
30 1505. 8467
40 1809. 7029
47 1691. 2659
58 2389. 5188
70 1658. 3415
82 -1132. 2545
89 -2453.5750
93 -2240. 0954
96 -2866. 4940
101 -3499.0824
104 -4570. 3412
106 -4873.9073
107 -4312.3084

lcdv

Rt =18/ 25=0. 72

d
4
5
6
7
8
9
10
11
12
13
14
15
16
17
18
19
20

22
23
24
25

i ncorrect
num sec-order
1 -16. 0084
1 -16. 0084
2 30. 1499
4 125. 2054
6 178.5373
8 170. 3886
11 116. 2434
18 310. 2472
25 148. 8319
29 -29.5642
40 200. 1473
52 -488. 6728
63 -598. 2340
68 -414. 4584
76 -1621. 3431
87 -3160. 9232
94 -2253. 9181
97 -1903. 2607
100 -1206. 5808
104 -267.3293
107 535. 6903
107 535. 6903



