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[image: image2.emf]Nitrogen electron energies
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[image: image3.emf]Oxygen electron energies

-564

-60

-50

-40

-30

-20

-10

0

10

1s a 2s a

2px a 2py a

2pza

1s b 2s b

2px b 2py b 2pz b

orbital

eV

O 3-21G* O 6-31G* O 6-311G* O 6-311+G**


Summary of C, N, and O calculated electron energy levels for both alpha and beta spins along with IE calculations
	
	1s 
	2s 
	px 
	2py 
	2pz
	1s 
	2s 
	2px 
	2py 
	2pz 
	Quantum IE
	Exp IE (eV)
	% Error

	C 3-21G*
	-307.682
	-22.5774
	-12.5056
	-12.5056
	2.18012
	-305.571
	-8.1435
	-4.02961
	5.77396
	5.77396
	8.1435
	11.2603
	27.68%

	C 6-31G*
	-308.389
	-22.3182
	-11.6813
	-11.6813
	1.48933
	-307.227
	-15.656
	2.68209
	4.28965
	4.28965
	11.68132
	11.2603
	3.74%

	C 6-311G*
	-308.621
	-22.4837
	-11.8816
	-11.8816
	1.09515
	-307.354
	-15.829
	2.15676
	3.65415
	3.65415
	11.8816
	11.2603
	5.52%

	C 6-311+G**
	-308.734
	-22.5623
	-11.9302
	-11.9302
	0.47325
	-307.475
	-15.8881
	1.15432
	1.93324
	1.93324
	11.93023
	11.2603
	5.95%

	
	
	
	
	
	
	
	
	
	
	
	
	
	

	N 3-21G*
	-423.753
	-31.0589
	-15.0713
	-15.0713
	-15.0713
	-421.513
	-19.4458
	5.43816
	5.43816
	5.43816
	15.07127
	14.5341
	3.70%

	N 6-31G*
	-426.603
	-31.5367
	-15.4509
	-15.4509
	-15.4509
	-424.214
	-19.7452
	4.40655
	4.40655
	4.40655
	15.45094
	14.5341
	6.31%

	N 6-311G*
	-426.319
	-31.5525
	-15.463
	-15.463
	-15.463
	-423.808
	-19.7111
	4.22177
	4.22177
	4.22177
	15.46296
	14.5341
	6.39%

	N 6-311+G**
	-426.477
	-31.6691
	-15.5493
	-15.5493
	-15.5493
	-423.975
	-19.7867
	2.39986
	2.39986
	2.39986
	15.54934
	14.5341
	6.99%

	
	
	
	
	
	
	
	
	
	
	
	
	
	

	O 3-21G*
	-559.853
	-37.484
	-15.9342
	-18.311
	-18.311
	-557.917
	-28.5232
	-13.3821
	4.6678
	4.6678
	13.38214
	13.6181
	1.73%

	O 6-31G*
	-563.693
	-38.3183
	-16.4363
	-19.0572
	-19.0572
	-561.588
	-29.1346
	-14.0212
	3.50101
	3.50101
	14.02119
	13.6181
	2.96%

	O 6-311G*
	-563.244
	-38.3717
	-16.4946
	-19.1247
	-19.1247
	-561.08
	-29.1195
	-14.0465
	3.32605
	3.32605
	14.04654
	13.6181
	3.15%

	O 6-311+G**
	-563.516
	-38.2579
	-16.5112
	-19.1508
	-19.1508
	-561.542
	-29.5804
	-14.326
	4.51728
	4.51728
	14.32598
	13.6181
	5.20%


