PROPerty Anal ysis forlP = KINETICl (all values in a.u.)
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Non- Lewi s( NL) L + NL
NL P(NL) (% NL) P(NLMO)
26 0.0214 ( 0.1)
15 0.0208 ( 0.1)
24 0.0156 ( 0.1)
rem -0.0216 ( -0.1)
17 -0.0105 ( -0.1) 16. 4997
27 -0.0103 ( -0.1)
15 0.0084 ( 0.1)
rem 0.0322 ( 0.2
25 0.0432 ( 0.1) 30. 4976
31 0.0181 ( 0.1)
17 -0.0166 ( -0.1)
rem 0.0250 (0.1
16  -0.1434 ( -8.3) | 1.5892
30 -0.0049 ( -0.3)
28 0.0046 ( 0.3)
rem 0.0000 ( 0.0)
25 -0.0549 ( -2.8) 1. 8970
26 -0.0050 ( -0.3)
14  -0.0025 ( -0.1)
rem -0.0037 ( -0.2)
15 -0.1009 ( -3.9) 2.2837
18 -0.0999 ( -3.9)
26 -0.0474 ( -1.9)
rem -0.0282 ( -1.1)
17 -0.0102 ( -0.8) 1.2125
15 -0.0034 ( -0.3)
26 0.0028 ( 0.2)
rem -0.0034 ( -0.3)
18 -0.0081 ( -0.7) 1.2179
17 -0.0072 ( -0.6)
15 -0.0041 ( -0.3)
rem 0.0042 ( 0.3)
29 -0.0018 ( -0.1) 1. 3588
18 -0.0013 ( -0.1)
14  -0.0010 ( -0.1)
rem -0.0014 ( -0.1)
22 -0.0047 ( -0.3) 1.7936
rem 0.0000 ( 0.0)
13 -0.0031 ( -0.2) 1. 6585
rem -0.0003 ( 0.0)
14  -0.0075 ( -0.8) 0.9381
29 -0.0042 ( -0.4)
21 -0.0035 ( -0.4)
rem 0.0008 ( 0.1)
-0.4218 ( -0.5)| 83.7917

* Total *



	Local Disk
	file:///C|/fw/junk/prop.txt


	Text1: 
	Text2: Kinetic energy operator will be analyzed
	Text3: 
	Text4: The N(3) core NBO has 
22.8091 a.u. kinetic energy
	Text5: 
	Text6: The N(3) core NLMO has
22.8453 a.u. kinetic energy
	Text7: 
	Text8: Delocalization of N(3) lone pair into pi*(CO), NBO 16, lowers its kinetic  energy by 0.1434 a.u. (8.3%)
	Text9: 
	Text10: Only the leading three delocalizations
are shown (total 9.7%), with remainders (1.1%) grouped as "rem"
	Text11: 
	Text12: The CH bond (NBO 12) has lowest
kinetic energy (0.9525 a.u.)
	Text13: 
	Text14: The sum of "bond kinetic energies"
(from L-type NBOs) is 84.2096 a.u.
	Text15: 
	Text16: Delocalizations lower the L-type (NLS)
kinetic energy by 0.4218 a.u. (0.5%)
	Text17: 
	Text18: There is no electron-correlation
correction in this RHF calculation
	Text19: 
	Text20: This is the total electronic kinetic
energy of the system (equal to
the sum of NLMO values in this case)


