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Table S1. The complete results of CDA analysis

Orbital Occ. d b d-b r
1 2.000000 0.000494 0.000000 0.000494 0.000614
2 2.000000 0.000362 -0.000007 0.000369 0.000511
3 2.000000 0.000397 -0.000004 0.000401 0.000056
4 2.000000 0.000513 0.000005 0.000508 0.000055
5 2.000000 0.000395 -0.000001 0.000396 0.000050
6 2.000000 0.000513 0.000003 0.000510 0.000059
7 2.000000 -0.000003 -0.000392 0.000388 -0.000775
8 2.000000 -0.000002 -0.000595 0.000593 -0.000113
9 2.000000 -0.000004 -0.000311 0.000307 -0.000683
10 2.000000 -0.000057 -0.000000 -0.000057 -0.000011
11 2.000000 -0.000021 -0.000000 -0.000021 0.000008
12 2.000000 -0.000088 -0.000002 -0.000086 -0.000045
13 2.000000 -0.000088 -0.000001 -0.000086 -0.000046
14 2.000000 -0.000063 -0.000001 -0.000063 0.000013
15 2.000000 -0.000065 -0.000001 -0.000064 0.000013
16 2.000000 -0.000029 0.000000 -0.000029 -0.000013
17 2.000000 -0.000006 -0.000000 -0.000006 0.000009
18 2.000000 -0.000028 0.000000 -0.000028 -0.000013
19 2.000000 -0.000006 -0.000000 -0.000006 0.000009
20 2.000000 -0.000050 -0.000000 -0.000049 -0.000023
21 2.000000 -0.000004 -0.000000 -0.000004 0.000018
22 2.000000 -0.000091 0.000002 -0.000093 -0.000124
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2.000000 -0.000443 -0.000012 -0.000430 -0.000637
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