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Supporting information

Table 3S Components of the  and  contributions to selected MO contributions to the NICS tensor  (in ppm) at distances d (in Å) ring from the ring centre. Contributions of degenerate MO's are added (so for all k>0 contributions). The complete table for all molecules studied in this work can be found in the supporting information. The number of nodes along the ring is given by the index k. 
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	C3H3+
	0.0
	0
	-22.6
	-27.0
	-25.5
	-14.1
	-39.9
	-31.3

	
	0.5
	0
	-14.5
	-10.2
	-11.6
	-16.7
	-25.0
	-22.2

	
	1.0
	0
	-5.3
	+0.3
	-1.6
	-11.9
	-0.5
	-4.3

	
	1.5
	0
	-1.9
	+0.9
	-0.1
	-5.8
	+5.2
	+1.5

	
	2.0
	0
	-0.8
	+0.5
	+0.1
	-2.7
	+3.7
	+1.6

	C4H42+
	0.0
	0
	-21.0
	-19.6
	-20.0
	-13.8
	-31.0
	-25.3

	
	0.5
	0
	-14.9
	-8.6
	-10.7
	-15.1
	-21.2
	-19.2

	
	1.0
	0
	-6.7
	0.0
	-2.2
	-11.7
	-2.9
	-5.9

	
	1.5
	0
	-2.8
	+0.9
	-0.4
	-6.5
	+3.3
	0.0

	
	2.0
	0
	-1.3
	+0.5
	-0.1
	-3.3
	+2.9
	+0.8

	C4H42-
	0.0
	0
	-19.9
	-16.5
	-17.6
	-12.7
	-25.2
	-21.0

	
	0.5
	0
	-14.6
	-4.0
	-7.5
	-13.8
	-19.0
	-17.2

	
	1.0
	0
	-7.1
	+4.3
	+0.5
	-11.4
	-5.1
	-7.2

	
	1.5
	0
	-3.3
	+3.6
	+1.3
	-7.1
	+1.2
	-1.6

	
	2.0
	0
	-1.6
	+2.1
	+0.9
	-4.0
	+2.1
	+0.1

	
	0.0
	1
	-18.8
	-6.1
	-10.4
	-18.4
	+2.7
	-4.4

	
	0.5
	1
	-17.2
	-5.5
	-9.4
	-18.2
	+15.4
	+4.2

	
	1.0
	1
	-12.8
	-3.4
	-6.6
	-14.8
	+16.6
	+6.2

	
	1.5
	1
	-8.2
	-1.6
	-3.8
	-10.4
	+8.4
	+2.2

	
	2.0
	1
	-5.2
	-0.7
	-2.2
	-7.0
	+2.6
	-0.3

	C5H5-
	0.0
	0
	-17.1
	-10.4
	-12.6
	-13.0
	-21.9
	-18.9

	
	0.5
	0
	-13.3
	-2.9
	-6.4
	-13.6
	-16.8
	-15.7

	
	1.0
	0
	-7.3
	+3.0
	-0.4
	-11.3
	-5.5
	-7.4

	
	1.5
	0
	-3.7
	+2.9
	+0.7
	-7.3
	+0.6
	-2.0

	
	2.0
	0
	-2.0
	+1.8
	+0.5
	-4.3
	+1.9
	-0.1

	
	0.0
	1
	-16.2
	-3.4
	-7.6
	-21.8
	+0.5
	-6.8

	
	0.5
	1
	-15.4
	-3.7
	-7.6
	-21.0
	+6.6
	-2.6

	
	1.0
	1
	-12.2
	-2.7
	-5.8
	-17.0
	+7.8
	-0.6

	
	1.5
	1
	-8.2
	-1.4
	-3.6
	-11.8
	+4.8
	-1.0

	
	2.0
	1
	-5.4
	-0.6
	-2.2
	-7.6
	+2.0
	-0.6

	C6H6
	0.0
	0
	-14.5
	-6.1
	-8.9
	-12.9
	-16.4
	-15.2

	
	0.5
	0
	-11.9
	-2.1
	-5.3
	-13.0
	-13.0
	-13.0

	
	1.0
	0
	-7.3
	+1.8
	-1.2
	-10.9
	-5.0
	-7.0

	
	1.5
	0
	-4.1
	+2.1
	0.0
	-7.4
	0.0
	-2.4

	
	2.0
	0
	-2.3
	+1.4
	+0.2
	-4.5
	+1.3
	-0.6

	
	0.0
	1
	-16.4
	-2.8
	-7.2
	-23.4
	-3.5
	-10.2

	
	0.5
	1
	-15.0
	-2.7
	-5.3
	-22.4
	+0.2
	-7.4

	
	1.0
	1
	-11.4
	-2.0
	-5.2
	-18.4
	+2.5
	-4.4

	
	1.5
	1
	-7.8
	-1.0
	-3.2
	-12.8
	+2.0
	-3.0

	
	2.0
	1
	-5.2
	-0.4
	-2.0
	-8.4
	+1.5
	-1.8

	C7H7+
	0.0
	0
	-12.1
	-3.1
	-6.1
	-12.2
	-10.7
	-11.2

	
	0.5
	0
	-10.4
	-1.3
	-4.3
	-12.0
	-8.8
	-9.8

	
	1.0
	0
	-7.2
	+0.8
	-1.8
	-10.2
	-4.1
	-6.1

	
	1.5
	0
	-4.5
	-1.3
	-0.7
	-7.3
	-0.6
	-2.8

	
	2.0
	0
	-2.8
	+1.0
	-0.3
	-4.8
	+0.6
	-1.2

	
	0.0
	1
	-16.4
	-2.5
	-7.2
	-22.8
	-5.2
	-11.0

	
	0.5
	1
	-15.0
	-2.2
	-6.6
	-21.8
	-3.0
	-9.2

	
	1.0
	1
	-11.4
	-1.5
	-4.8
	-18.2
	-0.4
	-6.4

	
	1.5
	1
	-8.0
	-0.7
	-3.2
	-13.4
	+0.7
	-4.0

	
	2.0
	1
	-5.4
	-0.3
	-2.0
	-9.0
	+1.0
	-2.4

	C8H82+
	0.0
	0
	-10.3
	-1.6
	-4.5
	-11.4
	-6.9
	-8.4

	
	0.5
	0
	-9.2
	-0.8
	-3.6
	-11.0
	-5.9
	-7.6

	
	1.0
	0
	-6.9
	+0.4
	-2.1
	-9.5
	-3.2
	-5.3

	
	1.5
	0
	-4.7
	+0.7
	-1.1
	-7.2
	-0.9
	-3.0

	
	2.0
	0
	-3.1
	+0.7
	-0.6
	-5.0
	+0.1
	-1.6

	
	0.0
	1
	-16.0
	-2.2
	-6.8
	-21.6
	-5.2
	-10.7

	
	0.5
	1
	-14.6
	-1.8
	-6.0
	-20.6
	-3.8
	-9.5

	
	1.0
	1
	-11.4
	-1.2
	-4.6
	-17.6
	-1.6
	-7.0

	
	1.5
	1
	-8.2
	-0.5
	-3.2
	-13.4
	-0.2
	-4.6

	
	2.0
	1
	-5.8
	-0.2
	-2.0
	-9.4
	+0.4
	-2.8

	C8H82-
	0.0
	0
	-10.0
	-1.5
	-4.3
	-10.9
	-7.3
	-8.5

	
	0.5
	0
	-9.0
	-0.8
	-3.6
	-10.6
	-6.4
	-7.8

	
	1.0
	0
	-6.9
	+0.4
	-2.2
	-9.4
	-3.8
	-5.7

	
	1.5
	0
	-4.9
	+0.6
	-1.2
	-7.3
	-1.2
	-3.2

	
	2.0
	0
	-3.3
	+0.6
	-0.7
	-5.2
	+0.2
	-1.6

	
	0.0
	1
	-16.6
	-0.9
	-6.2
	-20.8
	-3.9
	-9.6

	
	0.5
	1
	-15.2
	-0.6
	-5.4
	-20.0
	-2.9
	-8.6

	
	1.0
	1
	-12.2
	+0.1
	-4.0
	-17.4
	-1.0
	-6.4

	
	1.5
	1
	-8.8
	+0.5
	-2.6
	-23.6
	+0.1
	-4.4

	
	2.0
	1
	-6.2
	+0.7
	-1.6
	-9.8
	+0.6
	-2.8

	
	0.0
	2
	-9.0
	-2.6
	-4.8
	-17.0
	+3.0
	-3.6

	
	0.5
	2
	-8.8
	-2.4
	-4.6
	-16.2
	+3.4
	-3.2

	
	1.0
	2
	-8.2
	-2.0
	-4.0
	-14.0
	+3.6
	-2.4

	
	1.5
	2
	-7.0
	-1.4
	-3.2
	-11.2
	+3.0
	-1.8

	
	2.0
	2
	-5.4
	-0.8
	-2.4
	-8.4
	+2.0
	-1.4

	C10H10
	0.0
	0
	-7.9
	-0.6
	-3.0
	-9.8
	-3.8
	-5.8

	
	0.5
	0
	-7.4
	-0.4
	-2.8
	-9.5
	-3.4
	-5.4

	
	1.0
	0
	-6.2
	-0.1
	-2.1
	-8.5
	-2.3
	-4.4

	
	1.5
	0
	-4.7
	+0.2
	-1.5
	-6.9
	-1.1
	-3.0

	
	2.0
	0
	-3.5
	+0.2
	-1.0
	-5.3
	-0.3
	-2.0

	
	0.0
	1
	-14.2
	-0.7
	-5.2
	-19.0
	-3.8
	-8.9

	
	0.5
	1
	-13.3
	-0.5
	-4.8
	-18.4
	-3.2
	-8.2

	
	1.0
	1
	-11.1
	-0.1
	-3.8
	-16.2
	-2.0
	-6.7

	
	1.5
	1
	-8.6
	-0.9
	-2.8
	-13.2
	-0.9
	-5.0

	
	2.0
	1
	-6.6
	+0.3
	-2.0
	-10.2
	-0.2
	-3.5

	
	0.0
	2
	-9.0
	-1.8
	-4.2
	-17.2
	-0.6
	-6.2

	
	0.5
	2
	-8.8
	-1.6
	-4.0
	-16.6
	-0.4
	-5.8

	
	1.0
	2
	-8.0
	-1.3
	-3.7
	-14.6
	+0.2
	-4.8

	
	1.5
	2
	-6.6
	-0.9
	-2.8
	-12.0
	+0.4
	-3.6

	
	2.0
	2
	-5.4
	-0.6
	-2.2
	-9.2
	+0.6
	-2.6


