Table: Example of data for indenyl anion

	
	Parameter
	HF/6-31G*
	HF/6-31+G*
	HF/6-311G**
	HF/6-311+G**
	b3lyp/6-31G*
	b3lyp/6-31+G*
	b3lyp/6-311G**
	b3lyp/6-311+G**
	Exp. NMR shiftsh

	Geometrya
	r1
	1.080
	1.078
	1.079
	1.078
	1.090
	1.090
	1.087
	1.086
	 

	 
	r2
	1.397
	1.400
	1.397
	1.399
	1.410
	1.413
	1.409
	1.410
	 

	 
	r3
	1.413
	1.416
	1.413
	1.416
	1.418
	1.422
	1.417
	1.420
	 

	 
	r4
	1.409
	1.410
	1.408
	1.409
	1.411
	1.413
	1.410
	1.410
	 

	 
	r5
	1.372
	1.375
	1.372
	1.373
	1.391
	1.393
	1.388
	1.389
	 

	 
	r6
	1.077
	1.076
	1.076
	1.076
	1.087
	1.087
	1.085
	1.084
	 

	 
	r7
	1.081
	1.080
	1.081
	1.080
	1.093
	1.092
	1.090
	1.089
	 

	 
	r8
	1.080
	1.079
	1.079
	1.079
	1.091
	1.091
	1.088
	1.087
	 

	 
	a1
	124.703
	124.784
	124.725
	124.770
	124.833
	124.891
	124.848
	124.878
	 

	 
	a2
	107.097
	107.124
	107.081
	107.091
	107.429
	107.418
	107.429
	107.410
	 

	 
	a3
	133.377
	133.183
	133.291
	133.160
	133.663
	133.461
	133.619
	133.478
	 

	 
	a4
	120.465
	120.316
	120.406
	120.303
	120.515
	120.392
	120.465
	120.376
	 

	 
	a5
	126.499
	126.440
	126.500
	126.451
	126.421
	126.362
	126.387
	126.352
	 

	 
	a6
	119.808
	119.904
	119.841
	119.923
	119.785
	119.859
	119.811
	119.882
	 

	 
	a7
	120.059
	120.045
	120.039
	120.026
	119.915
	119.920
	119.941
	119.933
	 

	Total energyb
	 
	-344.8543
	-344.8809
	-344.9354
	-344.9471
	-347.1712
	-347.2031
	-347.2668
	-347.2786
	 

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

	NMR shiftsd,e
	C-2 (2)
	116.95
	116.27
	124.48
	125.10
	110.15
	111.69
	121.21
	122.08
	115.30

	 
	C-3 (1)
	83.80
	83.31
	89.64
	90.37
	84.87
	85.23
	94.29
	94.66
	91.70

	 
	C-4 (3)
	83.80
	83.31
	89.64
	90.37
	84.87
	85.23
	94.29
	94.66
	91.70

	 
	C-5 (7a)
	124.29
	129.56
	134.92
	138.29
	121.64
	129.24
	137.00
	140.16
	129.10

	 
	C-6 (3a)
	124.29
	129.56
	134.92
	138.29
	121.64
	129.24
	137.00
	140.16
	129.10

	 
	C-7 (7)
	116.30
	117.76
	124.12
	125.65
	108.21
	111.06
	120.08
	121.96
	119.80

	 
	C-8 (4)
	116.30
	117.76
	124.12
	125.65
	108.21
	111.06
	120.08
	121.96
	119.80

	 
	C-9 (6)
	105.70
	105.93
	112.51
	113.28
	101.04
	102.81
	111.66
	112.63
	114.40

	 
	C-10 (5)
	105.70
	105.93
	112.51
	113.28
	101.04
	102.81
	111.66
	112.63
	114.40

	 
	H-1 (2)
	6.39
	6.88
	6.62
	7.29
	6.02
	6.53
	6.47
	7.10
	6.60

	 
	H-11 (1)
	5.54
	6.00
	5.87
	6.51
	5.36
	5.86
	5.89
	6.51
	5.93

	 
	H-12 (3)
	5.54
	6.00
	5.87
	6.51
	5.36
	5.86
	5.89
	6.51
	5.93

	 
	H-13 (7)
	7.08
	7.66
	7.35
	8.05
	6.57
	7.12
	7.07
	7.68
	7.31

	 
	H-14 (4)
	7.08
	7.66
	7.35
	8.05
	6.57
	7.12
	7.07
	7.68
	7.31

	 
	H-15 (6)
	6.05
	6.28
	6.20
	6.68
	5.71
	5.96
	6.08
	6.54
	7.40

	 
	H-16 (5)
	6.05
	6.28
	6.20
	6.68
	5.71
	5.96
	6.08
	6.54
	7.40

	Charge densityf
	C-2
	-0.24
	-0.26
	-0.21
	-0.22
	-0.28
	-0.30
	-0.25
	g
	 

	 
	C-3
	-0.40
	-0.42
	-0.38
	-0.39
	-0.37
	-0.39
	-0.36
	g
	 

	 
	C-4
	-0.40
	-0.42
	-0.38
	-0.39
	-0.37
	-0.39
	-0.36
	g
	 

	 
	C-5
	-0.10
	-0.11
	-0.10
	-0.10
	-0.10
	-0.11
	-0.09
	g
	 

	 
	C-6
	-0.10
	-0.11
	-0.10
	-0.10
	-0.10
	-0.11
	-0.09
	g
	 

	 
	C-7
	-0.22
	-0.22
	-0.19
	-0.19
	-0.25
	-0.25
	-0.22
	g
	 

	 
	C-8
	-0.22
	-0.22
	-0.19
	-0.19
	-0.25
	-0.25
	-0.22
	g
	 

	 
	C-9
	-0.30
	-0.32
	-0.27
	-0.28
	-0.31
	-0.33
	-0.28
	g
	 

	 
	C-10
	-0.30
	-0.32
	-0.27
	-0.28
	-0.31
	-0.33
	-0.28
	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 Convergence difficulty.

h Experimental values from references 53c and 61b.

