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Supplementary data

Table 1 DFT and ab initio structure of PyIn-0 in the electronic ground and the first excited singlet states. The bond lengths and angles are given in pm and degrees respectively.
	Parameter
	B3LYP
	HF
	CIS

	C4-C9

C4-C5

C8-C9

C3-C9

C7-C8

N1-C8

C6-C7

C5-C6

C2-C3

N1-C2

C2-C2’

N1’-C2’

C2’-C3’

N1’-C6’

C5’-C6’

C4’-C5’

C3’-C4’

N1-H
	140.8

138.7

142.7

143.0

140.0

137.5

138.9

141.3

138.3

138.4

146.0

135.1

140.6

133.8

139.5

139.7

138.9

100.9
	140.1

137.3

140.2

143.5

139.6

136.5

137.3

140.6

135.7

137.1

147.1

132.6

139.3

132.2

138.2

138.6

137.9

99.3
	142.1

137.2

143.6

138.5

137.8

136.9

139.4

140.5

143.7

137.2

140.0

137.1

142.4

130.3

140.2

139.5

137.1

99.3

	C2’N1’C6’
	118.3
	118.9
	117.9

	N1’C6’C5’
	123.7
	123.5
	124.6

	N1’C2’C3’
	121.9
	122.0
	121.3

	C2’C3’C4’
	119.0
	118.6
	118.9

	C3’C4’C5’
	119.2
	119.3
	119.2

	C4’C5’C6’
	118.0
	117.7
	118.0

	C8N1C2
	109.7
	109.3
	110.3

	N1C2C3
	108.8
	109.4
	107.2

	C2C3C9
	107.4
	107.0
	107.7

	C3C9C8
	106.8
	106.6
	107.4

	C9C8N1
	107.3
	107.6
	107.5

	C8C9C4
	118.9
	119.3
	118.6

	C9C4C5
	119.0
	119.0
	118.8

	C4C5C6
	121.1
	120.9
	121.3

	C5C6C7
	121.4
	121.4
	121.6

	C6C7C8
	122.1
	122.0
	122.1

	N1C2C2’
	119.4
	119.4
	121.8

	C2C2’N1’
	116.0
	116.1
	116.7

	C2N1H1
	121.9
	123.0
	122.1

	C3C2C2’
	131.8
	131.1
	131.0

	C2C2’C3’
	122.1
	121.9
	121.9


