Table: Example of statistics for indenyl anion
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	Parameter
	{HF/6-31+G*} - {HF/6-31G*}
	AbsMax)
	{HF/6-311+G**} - {HF/6-311G**}
	AbsMax)
	{B3LYP/6-31+G*} - {B3LYP/6-31G*}
	AbsMax)
	{B3LYP/6-311+G**} - {B3LYP/6-311G**}
	AbsMax)

	Geometrya
	r1
	-0.001
	0.004
	-0.001
	0.002
	-0.001
	0.004
	-0.001
	0.002

	
	r2
	0.004
	 
	0.002
	 
	0.003
	 
	0.002
	 

	
	r3
	0.004
	 
	0.002
	 
	0.004
	 
	0.002
	 

	
	r4
	0.001
	 
	0.000
	 
	0.002
	 
	0.000
	 

	
	r5
	0.003
	 
	0.002
	 
	0.003
	 
	0.001
	 

	
	r6
	0.000
	 
	-0.001
	 
	0.000
	 
	-0.001
	 

	
	r7
	-0.001
	 
	-0.001
	 
	0.000
	 
	-0.001
	 

	
	r8
	-0.001
	 
	-0.001
	 
	0.000
	 
	-0.001
	 

	
	a1
	0.081
	0.194
	0.046
	0.131
	0.058
	0.202
	0.030
	0.141

	
	a2
	0.028
	 
	0.010
	 
	-0.011
	 
	-0.019
	 

	
	a3
	-0.194
	 
	-0.131
	 
	-0.202
	 
	-0.141
	 

	
	a4
	-0.148
	 
	-0.103
	 
	-0.123
	 
	-0.089
	 

	
	a5
	-0.059
	 
	-0.049
	 
	-0.059
	 
	-0.036
	 

	
	a6
	0.096
	 
	0.082
	 
	0.074
	 
	0.071
	 

	
	a7
	-0.013
	 
	-0.014
	 
	0.005
	 
	-0.008
	 

	Total Energyb
	
	-0.027
	0.027
	-0.012
	0.012
	-0.032
	0.032
	-0.012
	0.012

	Frequency analysisc
	minimum?
	YES
	YES
	YES
	YES
	YES
	YES
	YES
	YES

	NMR shiftsd,e
	C-2 (2)
	-0.678
	5.272
	0.621
	3.368
	1.532
	7.602
	0.868
	3.167

	
	C-3 (1)
	-0.491
	 
	0.729
	 
	0.358
	 
	0.366
	 

	
	C-4 (3)
	-0.491
	 
	0.729
	 
	0.358
	 
	0.366
	 

	
	C-5 (7a)
	5.272
	 
	3.368
	 
	7.602
	 
	3.167
	 

	
	C-6 (3a)
	5.272
	 
	3.368
	 
	7.602
	 
	3.167
	 

	
	C-7 (7)
	1.456
	 
	1.534
	 
	2.855
	 
	1.876
	 

	
	C-8 (4)
	1.456
	 
	1.534
	 
	2.855
	 
	1.876
	 

	
	C-9 (6)
	0.234
	 
	0.771
	 
	1.768
	 
	0.973
	 

	
	C-10 (5)
	0.234
	 
	0.771
	 
	1.768
	 
	0.973
	 

	
	H-1 (2)
	0.481
	0.581
	0.677
	0.699
	0.510
	0.551
	0.635
	0.635

	
	H-11 (1)
	0.462
	 
	0.636
	 
	0.505
	 
	0.619
	 

	
	H-12 (3)
	0.462
	 
	0.636
	 
	0.505
	 
	0.619
	 

	
	H-13 (7)
	0.581
	 
	0.699
	 
	0.551
	 
	0.611
	 

	
	H-14 (4)
	0.581
	 
	0.699
	 
	0.551
	 
	0.611
	 

	
	H-15 (6)
	0.231
	 
	0.477
	 
	0.255
	 
	0.462
	 

	
	H-16 (5)
	0.231
	 
	0.477
	 
	0.255
	 
	0.462
	 

	Charge densityf
	C-2
	-0.020
	0.020
	-0.012
	0.012
	-0.019
	0.019
	g
	 

	
	C-3
	-0.017
	
	-0.010
	
	-0.014
	
	g
	

	
	C-4
	-0.017
	
	-0.010
	
	-0.014
	
	g
	

	
	C-5
	-0.006
	
	-0.008
	
	-0.010
	
	g
	

	
	C-6
	-0.006
	
	-0.008
	
	-0.010
	
	g
	

	
	C-7
	0.002
	
	0.001
	
	0.004
	
	g
	

	
	C-8
	0.002
	
	0.001
	
	0.004
	
	g
	

	
	C-9
	-0.014
	
	-0.010
	
	-0.019
	
	g
	

	
	C-10
	-0.014
	
	-0.010
	
	-0.019
	
	g
	


a Optimized within appropriate symmetry point groups; in Å and degrees for bond lengths and angles, respectively. 

b In AU.

c Harmonic vibrational frequencies calculated to confirm minimal character.
d Optimized GIAO single point calculation; in parts per million downfield from TMS.

e IUPAC numbering in parentheses. Labeling chosen different from IUPAC numbering due to technical requirements from the calculations. 
f Optimized NBO single point calculation; charges in parts of unit charge.

g Irrelevant due to convergence difficulty.
