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Table S1. Bond lengths and bond angles of the optimized geometry of IDIC-R
	Bond Lengths (A)
	Bond Angles (°)

	R(1-3)
	1.39
	A(1-3-5)
	116.3

	R(2-4)
	1.37
	A(3-1-7)
	130.1

	R(3-5)
	1.39
	A(3-1-2)
	122.2

	R(4-6)
	1.37
	A(1-3-65)
	121.9

	R(5-6)
	1.39
	A(2-4-6)
	115.8

	R(1-7)
	1.60
	A(4-2-1)
	121.8

	R(1-2)
	1.38
	A(4-2-9)
	125.1

	R(7-8)
	1.61
	A(2-4-66)
	122.2

	R(2-9)
	1.38
	A(3-5-6)
	119.9

	R(8-9)
	1.38
	A(3-5-10)
	128.1

	R(5-10)
	1.56
	A(5-3-65)
	121.8

	R(10-11)
	1.53
	A(4-6-5)
	124.0

	R(6-12)
	1.40
	A(4-6-12)
	127.8

	R(11-13)
	1.38
	A(6-4-66)
	122.1

	R(11-12)
	1.36
	A(6-5-10)
	112.0

	R(12-15)
	1.61
	A(5-6-12)
	108.3

	R(14-15)
	1.60
	A(7-1-2)
	107.7

	R(13-16)
	1.60
	A(1-7-8)
	98.5

	R(13-14)
	1.38
	A(1-2-9)
	113.2

	R(16-17)
	1.61
	A(7-8-9)
	108.6

	R(14-18)
	1.37
	A(7-8-33)
	126.9

	R(10-19)
	1.53
	A(2-9-8)
	111.9

	R(10-20)
	1.53
	A(2-9-67)
	124.0

	R(17-21)
	1.41
	A(9-8-33)
	124.5

	R(17-18)
	1.36
	A(8-9-67)
	124.1

	R(18-23)
	1.52
	A(5-10-11)
	96.4

	R(22-23)
	1.56
	A(5-10-19)
	110.7

	R(23-24)
	1.53
	A(5-10-20)
	114.8

	R(23-25)
	1.53
	A(10-11-13)
	137.1

	R(21-26)
	1.37
	A(10-11-12)
	113.4

	R(21-22)
	1.39
	A(11-10-19)
	110.2

	R(26-27)
	1.38
	A(11-10-20)
	114.2

	R(22-28)
	1.39
	A(6-12-11)
	109.8

	R(28-29)
	1.39
	A(6-12-15)
	136.5

	R(27-30)
	1.38
	A(13-11-12)
	109.5

	R(27-29)
	1.39
	A(11-13-16)
	137.0

	R(30-31)
	1.38
	A(11-13-14)
	111.6

	R(29-32)
	1.60
	A(11-12-15)
	113.6

	R(31-32)
	1.61
	A(12-15-14)
	93.6

	R(8-33)
	1.47
	A(15-14-13)
	111.7

	R(34-35)
	1.52
	A(15-14-18)
	136.6

	R(34-36)
	1.46
	A(16-13-14)
	111.4

	R(35-37)
	1.48
	A(13-16-17)
	93.7

	R(36-38)
	1.46
	A(13-14-18)
	111.8

	R(33-34)
	1.35
	A(16-17-21)
	136.9

	R(37-39)
	1.38
	A(16-17-18)
	113.5

	R(37-38)
	1.38
	A(14-18-17)
	109.6

	R(39-40)
	1.39
	A(14-18-23)
	136.8

	R(38-41)
	1.38
	A(19-10-20)
	109.9

	R(40-42)
	1.39
	A(10-19-68)
	110.4

	R(41-42)
	1.39
	A(10-19-69)
	109.0

	R(36-43)
	1.21
	A(10-19-70)
	110.2

	R(35-44)
	1.36
	A(10-20-71)
	110.4

	R(44-45)
	1.43
	A(10-20-72)
	109.0

	R(44-46)
	1.44
	A(10-20-73)
	110.2

	R(45-47)
	1.16
	A(21-17-18)
	109.7

	R(46-48)
	1.16
	A(17-21-26)
	128.0

	R(31-49)
	1.47
	A(17-21-22)
	108.2

	R(50-51)
	1.52
	A(17-18-23)
	113.6

	R(50-52)
	1.46
	A(18-23-22)
	96.6

	R(51-53)
	1.48
	A(18-23-24)
	111.6

	R(52-54)
	1.46
	A(18-23-25)
	112.7

	R(49-50)
	1.35
	A(22-23-24)
	112.9

	R(53-55)
	1.38
	A(22-23-25)
	112.9

	R(53-54)
	1.38
	A(23-22-21)
	111.9

	R(55-56)
	1.39
	A(23-22-28)
	128.0

	R(54-57)
	1.38
	A(24-23-25)
	109.7

	R(56-58)
	1.39
	A(23-24-74)
	110.2

	R(57-58)
	1.39
	A(23-24-75)
	108.4

	R(52-59)
	1.21
	A(23-24-76)
	110.5

	R(51-60)
	1.36
	A(23-25-77)
	110.3

	R(60-61)
	1.43
	A(23-25-78)
	108.9

	R(60-62)
	1.43
	A(23-25-79)
	110.5

	R(61-63)
	1.16
	A(26-21-22)
	123.8

	R(62-64)
	1.16
	A(21-26-27)
	115.7

	R(3-65)
	1.11
	A(21-26-80)
	122.2

	R(4-66)
	1.11
	A(21-22-28)
	120.1

	R(9-67)
	1.11
	A(26-27-30)
	125.1

	R(19-68)
	1.11
	A(26-27-29)
	121.9

	R(19-69)
	1.11
	A(27-26-80)
	122.1

	R(19-70)
	1.11
	A(22-28-29)
	116.3

	R(20-71)
	1.11
	A(22-28-81)
	121.8

	R(20-72)
	1.11
	A(28-29-27)
	122.1

	R(20-73)
	1.11
	A(28-29-32)
	129.8

	R(24-74)
	1.11
	A(29-28-81)
	121.9

	R(24-75)
	1.11
	A(30-27-29)
	113.0

	R(24-76)
	1.11
	A(27-30-31)
	111.7

	R(25-77)
	1.11
	A(27-30-82)
	124.2

	R(25-78)
	1.11
	A(27-29-32)
	108.1

	R(25-79)
	1.11
	A(30-31-32)
	108.9

	R(26-80)
	1.11
	A(30-31-49)
	124.6

	R(28-81)
	1.11
	A(31-30-82)
	124.0

	R(30-82)
	1.11
	A(29-32-31)
	98.2

	R(33-83)
	1.11
	A(32-31-49)
	126.5

	R(39-84)
	1.11
	A(8-33-34)
	124.5

	R(40-85)
	1.11
	A(8-33-83)
	117.6

	R(41-86)
	1.11
	A(35-34-36)
	104.9

	R(42-87)
	1.11
	A(34-35-37)
	104.3

	R(49-88)
	1.11
	A(35-34-33)
	133.4

	R(55-89)
	1.11
	A(34-35-44)
	132.2

	R(56-90)
	1.11
	A(34-36-38)
	106.8

	R(57-91)
	1.11
	A(36-34-33)
	121.4

	R(58-92)
	1.11
	A(34-36-43)
	126.4














Table S2. Bond lengths and bond angles of the optimized geometry of IDIC-R1
	Bond Lengths (A)
	Bond Angles (°)

	R(1-2)         
	1.51           
	A(2-1-3)
	104.9

	R(1-3)         
	1.47           
	A(1-2-4)
	104.2

	R(2-4)         
	1.48           
	A(1-2-11)
	131.9

	R(3-5)         
	1.46           
	A(2-1-16)
	132.8

	R(4-6)         
	1.38           
	A(1-3-5)
	106.6

	R(4-5)         
	1.38           
	A(1-3-10)
	126.7

	R(6-7)         
	1.39           
	A(3-1-16)
	122.2

	R(5-8)         
	1.38           
	A(2-4-6)
	129.7

	R(7-9)         
	1.39           
	A(2-4-5)
	109.4

	R(8-9)         
	1.39           
	A(4-2-11)
	123.6

	R(3-10)        
	1.21           
	A(3-5-4)
	109.5

	R(2-11)        
	1.36           
	A(3-5-8)
	128.8

	R(11-12)       
	1.43           
	A(5-3-10)
	126.7

	R(11-13)       
	1.43           
	A(6-4-5)
	120.9

	R(12-14)       
	1.16           
	A(4-6-7)
	118.2

	R(13-15)       
	1.16           
	A(4-6-92)
	120.8

	R(1-16)        
	1.35           
	A(4-5-8)
	121.6

	R(17-18)       
	1.48           
	A(6-7-9)
	120.7

	R(17-19)       
	1.48           
	A(7-6-92)
	121.0

	R(18-20)       
	1.49           
	A(6-7-93)
	119.6

	R(19-21)       
	1.45           
	A(5-8-9)
	118.0

	R(20-22)       
	1.38           
	A(5-8-94)
	120.9

	R(20-21)       
	1.38           
	A(7-9-8)
	120.5

	R(22-23)       
	1.39           
	A(9-7-93)
	119.7

	R(21-24)       
	1.38           
	A(7-9-95)
	119.6

	R(23-25)       
	1.39           
	A(9-8-94)
	121.1

	R(24-25)       
	1.39           
	A(8-9-95)
	119.8

	R(19-26)       
	1.21           
	A(2-11-12)
	123.5

	R(18-27)       
	1.35           
	A(2-11-13)
	119.7

	R(27-28)       
	1.43           
	A(12-11-13)
	116.7

	R(27-29)       
	1.43           
	A(11-12-14)
	179.8

	R(28-30)       
	1.16           
	A(11-13-15)
	179.8

	R(29-31)       
	1.16           
	A(1-16-91)
	124.4

	R(32-34)       
	1.39           
	A(1-16-96)
	117.5

	R(33-35)       
	1.38           
	A(18-17-19)
	106.2

	R(34-36)       
	1.39           
	A(17-18-20)
	106.3

	R(35-37)       
	1.38           
	A(17-18-27)
	126.9

	R(36-37)       
	1.39           
	A(18-17-87)
	127.1

	R(32-38)       
	1.61           
	A(17-19-21)
	107.9

	R(32-33)       
	1.40           
	A(17-19-26)
	126.5

	R(38-39)       
	1.60           
	A(19-17-87)
	126.7

	R(33-40)       
	1.38           
	A(18-20-22)
	129.7

	R(36-41)       
	1.55           
	A(18-20-21)
	109.6

	R(41-42)       
	1.52           
	A(20-18-27)
	126.8

	R(37-43)       
	1.41           
	A(19-21-20)
	109.8

	R(42-44)       
	1.38           
	A(19-21-24)
	128.3

	R(42-43)       
	1.36           
	A(21-19-26)
	125.6

	R(43-46)       
	1.61           
	A(22-20-21)
	120.6

	R(45-46)       
	1.61           
	A(20-22-23)
	118.3

	R(44-47)       
	1.61           
	A(20-22-97)
	120.9

	R(44-45)       
	1.38           
	A(20-21-24)
	121.9

	R(47-48)       
	1.61           
	A(22-23-25)
	120.8

	R(45-49)       
	1.38           
	A(23-22-97)
	120.8

	R(41-50)       
	1.53           
	A(22-23-98)
	119.6

	R(41-51)       
	1.53           
	A(21-24-25)
	118.0

	R(48-52)       
	1.42           
	A(21-24-99)
	121.0

	R(48-49)       
	1.36           
	A(23-25-24)
	120.5

	R(49-54)       
	1.52           
	A(25-23-98)
	119.6

	R(53-54)       
	1.55           
	A(23-25-100)
	119.9

	R(54-55)       
	1.53           
	A(25-24-99)
	121.1

	R(54-56)       
	1.53           
	A(24-25-100)
	119.7

	R(52-57)       
	1.38           
	A(18-27-28)
	120.7

	R(52-53)       
	1.39           
	A(18-27-29)
	120.6

	R(57-58)       
	1.38           
	A(28-27-29)
	118.7

	R(53-59)       
	1.39           
	A(27-28-30)
	180.0

	R(59-60)       
	1.39           
	A(27-29-31)
	179.9

	R(58-61)       
	1.38           
	A(32-34-36)
	116.5

	R(58-60)       
	1.39           
	A(34-32-38)
	128.3

	R(60-63)       
	1.61           
	A(34-32-33)
	121.7

	R(62-63)       
	1.61           
	A(32-34-101)
	121.7

	R(61-64)       
	1.38           
	A(33-35-37)
	115.4

	R(61-62)       
	1.39           
	A(35-33-32)
	122.1

	R(64-65)       
	1.38           
	A(35-33-40)
	126.9

	R(62-66)       
	1.39           
	A(33-35-102)
	122.4

	R(66-67)       
	1.39           
	A(34-36-37)
	120.4

	R(39-40)       
	1.36           
	A(34-36-41)
	127.3

	R(65-68)       
	1.50           
	A(36-34-101)
	121.8

	R(65-67)       
	1.39           
	A(35-37-36)
	123.8

	R(67-70)       
	1.48           
	A(35-37-43)
	128.4

	R(69-70)       
	1.34           
	A(37-35-102)
	122.2

	R(68-71)       
	1.48           
	A(37-36-41)
	112.4

	R(68-69)       
	1.47           
	A(36-37-43)
	107.8

	R(71-72)       
	1.43           
	A(38-32-33)
	110.0

	R(69-73)       
	1.42           
	A(32-38-39)
	95.7

	R(72-74)       
	1.38           
	A(32-33-40)
	111.0

	R(72-73)       
	1.38           
	A(38-39-40)
	111.5

	R(74-75)       
	1.39           
	A(38-39-79)
	138.3

	R(73-76)       
	1.38           
	A(33-40-39)
	111.9

	R(76-77)       
	1.39           
	A(33-40-81)
	134.5

	R(71-78)       
	1.47           
	A(36-41-42)
	96.4

	R(39-79)       
	1.59           
	A(36-41-50)
	111.5

	R(40-81)       
	1.38           
	A(36-41-51)
	113.4

	R(80-81)       
	1.39           
	A(41-42-44)
	136.5

	R(79-80)       
	1.62           
	A(41-42-43)
	113.6

	R(80-83)       
	1.45           
	A(42-41-50)
	110.1

	R(82-84)       
	1.61           
	A(42-41-51)
	114.6

	R(82-83)       
	1.60           
	A(37-43-42)
	109.7

	R(84-85)       
	1.39           
	A(37-43-46)
	136.8

	R(83-86)       
	1.37           
	A(44-42-43)
	109.8

	R(85-86)       
	1.38           
	A(42-44-47)
	137.1

	R(85-87)       
	1.48           
	A(42-44-45)
	111.3

	R(17-87)       
	1.35           
	A(42-43-46)
	113.5

	R(75-88)       
	1.38           
	A(43-46-45)
	93.5

	R(75-77)       
	1.40           
	A(46-45-44)
	111.9

	R(88-89)       
	1.38           
	A(46-45-49)
	136.6

	R(77-90)       
	1.38           
	A(47-44-45)
	111.6

	R(89-91)       
	1.38           
	A(44-47-48)
	93.7

	R(90-91)       
	1.39           
	A(44-45-49)
	111.5

	R(16-91)       
	1.48           
	A(47-48-52)
	137.2

	R(6-92)        
	1.11           
	A(47-48-49)
	113.2

	R(7-93)        
	1.11           
	A(45-49-48)
	109.9

	R(8-94)        
	1.11           
	A(45-49-54)
	136.4

	R(9-95)        
	1.11           
	A(50-41-51)
	110.2

	R(16-96)       
	1.11           
	A(41-50-103)
	110.6

	R(22-97)       
	1.11           
	A(41-50-104)
	108.6

	R(23-98)       
	1.11           
	A(41-50-105)
	110.1

	R(24-99)       
	1.11           
	A(41-51-106)
	110.1

	R(25-100)      
	1.11           
	A(41-51-107)
	108.6

	R(34-101)      
	1.11           
	A(41-51-108)
	110.6

	R(35-102)      
	1.11           
	A(52-48-49)
	109.5

	R(50-103)      
	1.11           
	A(48-52-57)
	128.7

	R(50-104)      
	1.11           
	A(48-52-53)
	107.7

	R(50-105)      
	1.11           
	A(48-49-54)
	113.6

	R(51-106)      
	1.11           
	A(49-54-53)
	96.7

	R(51-107)      
	1.11           
	A(49-54-55)
	110.8

	R(51-108)      
	1.11           
	A(49-54-56)
	113.4

	R(55-109)      
	1.11           
	A(53-54-55)
	111.7

	R(55-110)      
	1.11           
	A(53-54-56)
	113.2

	R(55-111)      
	1.11           
	A(54-53-52)
	112.2

	R(56-112)      
	1.11           
	A(54-53-59)
	127.5

	R(56-113)      
	1.11           
	A(55-54-56)
	110.4

	R(56-114)      
	1.11           
	A(54-55-109)
	110.6

	R(57-115)      
	1.11           
	A(54-55-110)
	108.8

	R(59-116)      
	1.11           
	A(54-55-111)
	110.1

	R(64-117)      
	1.11           
	A(54-56-112)
	110.2

	R(66-118)      
	1.11           
	A(54-56-113)
	109.3

	R(68-119)      
	1.11           
	A(54-56-114)
	110.0












Table S3. Bond lengths and bond angles of the optimized geometry of IDIC-R2
	Bond Lengths (A)
	Bond Angles (°)

	R(1-2)         
	1.50           
	A(2-1-3)
	105.3

	R(1-3)         
	1.46           
	A(1-2-4)
	104.4

	R(2-4)         
	1.48           
	A(1-2-11)
	130.2

	R(3-5)         
	1.46           
	A(2-1-16)
	131.8

	R(4-6)         
	1.38           
	A(1-3-5)
	106.2

	R(4-5)         
	1.38           
	A(1-3-10)
	126.8

	R(6-7)         
	1.39           
	A(3-1-16)
	122.6

	R(5-8)         
	1.38           
	A(2-4-6)
	129.8

	R(7-9)         
	1.40           
	A(2-4-5)
	109.3

	R(8-9)         
	1.39           
	A(4-2-11)
	125.2

	R(3-10)        
	1.21           
	A(3-5-4)
	109.5

	R(2-11)        
	1.35           
	A(3-5-8)
	128.8

	R(11-12)       
	1.43           
	A(5-3-10)
	126.9

	R(11-13)       
	1.43           
	A(6-4-5)
	120.9

	R(12-14)       
	1.16           
	A(4-6-7)
	118.2

	R(13-15)       
	1.16           
	A(4-6-92)
	120.8

	R(1-16)        
	1.35           
	A(4-5-8)
	121.7

	R(17-18)       
	1.49           
	A(6-7-9)
	120.7

	R(17-19)       
	1.48           
	A(7-6-92)
	121.0

	R(18-20)       
	1.49           
	A(6-7-94)
	119.6

	R(19-21)       
	1.45           
	A(5-8-9)
	117.9

	R(20-22)       
	1.38           
	A(5-8-95)
	121.0

	R(20-21)       
	1.38           
	A(7-9-8)
	120.6

	R(22-23)       
	1.39           
	A(9-7-94)
	119.7

	R(21-24)       
	1.38           
	A(7-9-96)
	119.7

	R(23-25)       
	1.39           
	A(9-8-95)
	121.0

	R(24-25)       
	1.39           
	A(8-9-96)
	119.7

	R(19-26)       
	1.21           
	A(2-11-12)
	122.5

	R(18-27)       
	1.35           
	A(2-11-13)
	120.1

	R(27-28)       
	1.43           
	A(12-11-13)
	117.4

	R(27-29)       
	1.43           
	A(11-12-14)
	179.8

	R(28-30)       
	1.16           
	A(11-13-15)
	179.9

	R(29-31)       
	1.16           
	A(1-16-91)
	124.2

	R(32-34)       
	1.39           
	A(1-16-97)
	118.0

	R(33-35)       
	1.38           
	A(18-17-19)
	106.2

	R(34-36)       
	1.39           
	A(17-18-20)
	106.3

	R(35-37)       
	1.38           
	A(17-18-27)
	127.0

	R(36-37)       
	1.39           
	A(18-17-87)
	127.1

	R(32-38)       
	1.61           
	A(17-19-21)
	108.0

	R(32-33)       
	1.40           
	A(17-19-26)
	126.4

	R(38-39)       
	1.60           
	A(19-17-87)
	126.7

	R(33-40)       
	1.38           
	A(18-20-22)
	129.6

	R(36-41)       
	1.55           
	A(18-20-21)
	109.8

	R(41-42)       
	1.52           
	A(20-18-27)
	126.7

	R(37-43)       
	1.41           
	A(19-21-20)
	109.7

	R(42-44)       
	1.38           
	A(19-21-24)
	128.4

	R(42-43)       
	1.36           
	A(21-19-26)
	125.5

	R(43-46)       
	1.61           
	A(22-20-21)
	120.6

	R(45-46)       
	1.61           
	A(20-22-23)
	118.3

	R(44-47)       
	1.61           
	A(20-22-93)
	120.8

	R(44-45)       
	1.38           
	A(20-21-24)
	121.9

	R(47-48)       
	1.61           
	A(22-23-25)
	120.7

	R(45-49)       
	1.38           
	A(23-22-93)
	120.9

	R(41-50)       
	1.54           
	A(22-23-98)
	119.7

	R(41-51)       
	1.54           
	A(21-24-25)
	118.0

	R(48-52)       
	1.41           
	A(21-24-99)
	120.9

	R(48-49)       
	1.36           
	A(23-25-24)
	120.4

	R(49-54)       
	1.52           
	A(25-23-98)
	119.6

	R(53-54)       
	1.55           
	A(23-25-100)
	119.9

	R(54-55)       
	1.53           
	A(25-24-99)
	121.1

	R(54-56)       
	1.53           
	A(24-25-100)
	119.6

	R(52-57)       
	1.38           
	A(18-27-28)
	120.9

	R(52-53)       
	1.39           
	A(18-27-29)
	120.5

	R(57-58)       
	1.38           
	A(28-27-29)
	118.6

	R(53-59)       
	1.39           
	A(27-28-30)
	179.9

	R(59-60)       
	1.39           
	A(27-29-31)
	179.8

	R(58-61)       
	1.38           
	A(32-34-36)
	116.4

	R(58-60)       
	1.39           
	A(34-32-38)
	128.2

	R(60-63)       
	1.61           
	A(34-32-33)
	121.8

	R(62-63)       
	1.61           
	A(32-34-101)
	121.7

	R(61-64)       
	1.38           
	A(33-35-37)
	115.4

	R(61-62)       
	1.39           
	A(35-33-32)
	122.1

	R(64-65)       
	1.38           
	A(35-33-40)
	126.9

	R(62-66)       
	1.39           
	A(33-35-102)
	122.2

	R(66-67)       
	1.39           
	A(34-36-37)
	120.6

	R(39-40)       
	1.36           
	A(34-36-41)
	127.0

	R(65-68)       
	1.50           
	A(36-34-101)
	121.9

	R(65-67)       
	1.39           
	A(35-37-36)
	123.6

	R(67-70)       
	1.47           
	A(35-37-43)
	128.7

	R(69-70)       
	1.34           
	A(37-35-102)
	122.3

	R(68-71)       
	1.49           
	A(37-36-41)
	112.4

	R(68-69)       
	1.46           
	A(36-37-43)
	107.7

	R(71-72)       
	1.44           
	A(38-32-33)
	110.0

	R(69-73)       
	1.40           
	A(32-38-39)
	95.7

	R(72-74)       
	1.38           
	A(32-33-40)
	110.9

	R(72-73)       
	1.38           
	A(38-39-40)
	111.5

	R(74-75)       
	1.39           
	A(38-39-79)
	138.3

	R(73-76)       
	1.37           
	A(33-40-39)
	111.9

	R(76-77)       
	1.39           
	A(33-40-81)
	134.5

	R(71-78)       
	1.47           
	A(36-41-42)
	96.7

	R(39-79)       
	1.59           
	A(36-41-50)
	111.0

	R(40-81)       
	1.38           
	A(36-41-51)
	113.8

	R(80-81)       
	1.39           
	A(41-42-44)
	136.4

	R(79-80)       
	1.61           
	A(41-42-43)
	113.7

	R(80-83)       
	1.45           
	A(42-41-50)
	112.6

	R(82-84)       
	1.61           
	A(42-41-51)
	111.4

	R(82-83)       
	1.60           
	A(37-43-42)
	109.5

	R(84-85)       
	1.39           
	A(37-43-46)
	137.3

	R(83-86)       
	1.37           
	A(44-42-43)
	110.0

	R(85-86)       
	1.38           
	A(42-44-47)
	136.7

	R(85-87)       
	1.48           
	A(42-44-45)
	111.5

	R(17-87)       
	1.35           
	A(42-43-46)
	113.2

	R(75-88)       
	1.38           
	A(43-46-45)
	93.8

	R(75-77)       
	1.40           
	A(46-45-44)
	111.6

	R(88-89)       
	1.38           
	A(46-45-49)
	137.1

	R(77-90)       
	1.38           
	A(47-44-45)
	111.8

	R(89-91)       
	1.39           
	A(44-47-48)
	93.6

	R(90-91)       
	1.38           
	A(44-45-49)
	111.3

	R(16-91)       
	1.47           
	A(47-48-52)
	136.9

	R(6-92)        
	1.33           
	A(47-48-49)
	113.4

	R(22-93)       
	1.33           
	A(45-49-48)
	109.9

	R(7-94)        
	1.11           
	A(45-49-54)
	137.0

	R(8-95)        
	1.11           
	A(50-41-51)
	110.7

	R(9-96)        
	1.11           
	A(41-50-103)
	110.6

	R(16-97)       
	1.11           
	A(41-50-104)
	108.5

	R(23-98)       
	1.11           
	A(41-50-105)
	110.3

	R(24-99)       
	1.11           
	A(41-51-106)
	110.3

	R(25-100)      
	1.11           
	A(41-51-107)
	108.6

	R(34-101)      
	1.11           
	A(41-51-108)
	111.2

	R(35-102)      
	1.11           
	A(52-48-49)
	109.7

	R(50-103)      
	1.11           
	A(48-52-57)
	128.5

	R(50-104)      
	1.11           
	A(48-52-53)
	108.0

	R(50-105)      
	1.11           
	A(48-49-54)
	113.2

	R(51-106)      
	1.11           
	A(49-54-53)
	97.1

	R(51-107)      
	1.11           
	A(49-54-55)
	112.4

	R(51-108)      
	1.11           
	A(49-54-56)
	112.1

	R(55-109)      
	1.11           
	A(53-54-55)
	111.1

	R(55-110)      
	1.11           
	A(53-54-56)
	113.3

	R(55-111)      
	1.11           
	A(54-53-52)
	112.0

	R(56-112)      
	1.11           
	A(54-53-59)
	127.6

	R(56-113)      
	1.11           
	A(55-54-56)
	110.3

	R(56-114)      
	1.11           
	A(54-55-109)
	110.5

	R(57-115)      
	1.11           
	A(54-55-110)
	108.8

	R(59-116)      
	1.11           
	A(54-55-111)
	110.5

	R(64-117)      
	1.11           
	A(54-56-112)
	110.7

	R(66-118)      
	1.11           
	A(54-56-113)
	108.5

	R(68-119)      
	1.11           
	A(54-56-114)
	110.3

	R(70-120)      
	1.11           
	A(57-52-53)
	123.5

	R(74-121)      
	1.11           
	A(52-57-58)
	115.9

	R(76-122)      
	1.11           
	A(52-57-115)
	122.0

	R(78-123)      
	1.11           
	A(52-53-59)
	120.4

	R(78-124)      
	1.11           
	A(57-58-61)
	126.1

	R(78-125)      
	1.11           
	A(57-58-60)
	121.8

	R(81-126)      
	1.11           
	A(58-57-115)
	122.2

	R(84-127)      
	1.11           
	A(53-59-60)
	116.4

	R(86-128)      
	1.11           
	A(53-59-116)
	121.9

	R(87-129)      
	1.11           
	A(59-60-58)
	122.0

	R(88-130)      
	1.11           
	A(59-60-63)
	129.0





Table S4. Bond lengths and bond angles of the optimized geometry of IDIC-R4
	Bond Lengths (A)
	Bond Angles (°)

	R(1-3)         
	1.35          
	A(1-3-5)
	116.3

	R(2-4)         
	1.33           
	A(3-1-7)
	130.1

	R(3-5)         
	1.39           
	A(3-1-2)
	122.2

	R(4-6)         
	1.37           
	A(1-3-65)
	121.9

	R(5-6)         
	1.39           
	A(2-4-6)
	115.8

	R(1-7)         
	1.60           
	A(4-2-1)
	121.8

	R(1-2)         
	1.38           
	A(4-2-9)
	125.1

	R(7-8)         
	1.61           
	A(2-4-66)
	122.2

	R(2-9)         
	1.33           
	A(3-5-6)
	119.9

	R(8-9)         
	1.38           
	A(3-5-10)
	128.1

	R(5-10)        
	1.56           
	A(5-3-65)
	121.8

	R(10-11)       
	1.53           
	A(4-6-5)
	124.0

	R(6-12)        
	1.40           
	A(4-6-12)
	127.8

	R(11-13)       
	1.38           
	A(6-4-66)
	122.1

	R(11-12)       
	1.36           
	A(6-5-10)
	112.0

	R(12-15)       
	1.61           
	A(5-6-12)
	108.3

	R(14-15)       
	1.60           
	A(7-1-2)
	107.7

	R(13-16)       
	1.60           
	A(1-7-8)
	98.5

	R(13-14)       
	1.38           
	A(1-2-9)
	113.2

	R(16-17)       
	1.61           
	A(7-8-9)
	108.6

	R(14-18)       
	1.37           
	A(7-8-33)
	126.9

	R(10-19)       
	1.53           
	A(2-9-8)
	111.9

	R(10-20)       
	1.53           
	A(2-9-67)
	124.0

	R(17-21)       
	1.41           
	A(9-8-33)
	124.5

	R(17-18)       
	1.36           
	A(8-9-67)
	124.1

	R(18-23)       
	1.52           
	A(5-10-11)
	96.4

	R(22-23)       
	1.56           
	A(5-10-19)
	110.7

	R(23-24)       
	1.53           
	A(5-10-20)
	114.8

	R(23-25)       
	1.53           
	A(10-11-13)
	137.1

	R(21-26)       
	1.37           
	A(10-11-12)
	113.4

	R(21-22)       
	1.39           
	A(11-10-19)
	110.2

	R(26-27)       
	1.38           
	A(11-10-20)
	114.2

	R(22-28)       
	1.39           
	A(6-12-11)
	109.8

	R(28-29)       
	1.39           
	A(6-12-15)
	136.5

	R(27-30)       
	1.38           
	A(13-11-12)
	109.5

	R(27-29)       
	1.39           
	A(11-13-16)
	137.0

	R(30-31)       
	1.38           
	A(11-13-14)
	111.6

	R(29-32)       
	1.60           
	A(11-12-15)
	113.6

	R(31-32)       
	1.61           
	A(12-15-14)
	93.6

	R(8-33)        
	1.47           
	A(15-14-13)
	111.7

	R(34-35)       
	1.52           
	A(15-14-18)
	136.6

	R(34-36)       
	1.46           
	A(16-13-14)
	111.4

	R(35-37)       
	1.48           
	A(13-16-17)
	93.7

	R(36-38)       
	1.46           
	A(13-14-18)
	111.8

	R(33-34)       
	1.35           
	A(16-17-21)
	136.9

	R(37-39)       
	1.38           
	A(16-17-18)
	113.5

	
	
	
	

	
	
	
	










Table S5. Bond lengths and bond angles of the optimized geometry of IDIC-R6
	Bond Lengths (A)
	Bond Angles (°)

	R(1-2)         
	1.50           
	A(2-1-3)
	105.5

	R(1-3)         
	1.46           
	A(1-2-4)
	104.4

	R(2-4)         
	1.48           
	A(1-2-11)
	130.7

	R(3-5)         
	1.46           
	A(2-1-16)
	131.5

	R(4-6)         
	1.38           
	A(1-3-5)
	106.2

	R(4-5)         
	1.38           
	A(1-3-10)
	126.8

	R(6-7)         
	1.39           
	A(3-1-16)
	122.8

	R(5-8)         
	1.38           
	A(2-4-6)
	129.7

	R(7-9)         
	1.39           
	A(2-4-5)
	109.3

	R(8-9)         
	1.39           
	A(4-2-11)
	124.6

	R(3-10)        
	1.21           
	A(3-5-4)
	109.6

	R(2-11)        
	1.35           
	A(3-5-8)
	128.8

	R(11-12)       
	1.43           
	A(5-3-10)
	127.0

	R(11-13)       
	1.43           
	A(6-4-5)
	121.0

	R(12-14)       
	1.16           
	A(4-6-7)
	118.2

	R(13-15)       
	1.16           
	A(4-6-92)
	120.9

	R(1-16)        
	1.35           
	A(4-5-8)
	121.6

	R(17-18)       
	1.48           
	A(6-7-9)
	120.6

	R(17-19)       
	1.48           
	A(7-6-92)
	120.9

	R(18-20)       
	1.49           
	A(6-7-96)
	119.7

	R(19-21)       
	1.45           
	A(5-8-9)
	118.0

	R(20-22)       
	1.38           
	A(5-8-97)
	120.8

	R(20-21)       
	1.38           
	A(7-9-8)
	120.6

	R(22-23)       
	1.39           
	A(7-9-95)
	119.7

	R(21-24)       
	1.38           
	A(9-7-96)
	119.7

	R(23-25)       
	1.40           
	A(8-9-95)
	119.7

	R(24-25)       
	1.39           
	A(9-8-97)
	121.2

	R(19-26)       
	1.21           
	A(2-11-12)
	122.9

	R(18-27)       
	1.35           
	A(2-11-13)
	120.0

	R(27-28)       
	1.43           
	A(12-11-13)
	117.1

	R(27-29)       
	1.43           
	A(11-12-14)
	179.8

	R(28-30)       
	1.16           
	A(11-13-15)
	179.7

	R(29-31)       
	1.16           
	A(1-16-91)
	123.7

	R(32-34)       
	1.39           
	A(1-16-98)
	118.1

	R(33-35)       
	1.37           
	A(18-17-19)
	106.5

	R(34-36)       
	1.39           
	A(17-18-20)
	106.3

	R(35-37)       
	1.37           
	A(17-18-27)
	126.7

	R(36-37)       
	1.39           
	A(18-17-87)
	126.3

	R(32-38)       
	1.62           
	A(17-19-21)
	107.7

	R(32-33)       
	1.39           
	A(17-19-26)
	126.7

	R(38-39)       
	1.61           
	A(19-17-87)
	127.1

	R(33-40)       
	1.36           
	A(18-20-22)
	129.5

	R(36-41)       
	1.56           
	A(18-20-21)
	109.8

	R(41-42)       
	1.53           
	A(20-18-27)
	127.0

	R(37-43)       
	1.39           
	A(19-21-20)
	109.8

	R(42-44)       
	1.38           
	A(19-21-24)
	128.3

	R(42-43)       
	1.36           
	A(21-19-26)
	125.6

	R(43-46)       
	1.60           
	A(22-20-21)
	120.7

	R(45-46)       
	1.60           
	A(20-22-23)
	118.3

	R(44-47)       
	1.61           
	A(20-22-93)
	120.7

	R(44-45)       
	1.38           
	A(20-21-24)
	121.9

	R(47-48)       
	1.61           
	A(22-23-25)
	120.7

	R(45-49)       
	1.37           
	A(23-22-93)
	121.0

	R(41-50)       
	1.53           
	A(22-23-99)
	119.7

	R(41-51)       
	1.53           
	A(21-24-25)
	117.9

	R(48-52)       
	1.41           
	A(21-24-100)
	121.0

	R(48-49)       
	1.36           
	A(23-25-24)
	120.5

	R(49-54)       
	1.52           
	A(23-25-94)
	119.8

	R(53-54)       
	1.55           
	A(25-23-99)
	119.6

	R(54-55)       
	1.53           
	A(24-25-94)
	119.7

	R(54-56)       
	1.53           
	A(25-24-100)
	121.1

	R(52-57)       
	1.37           
	A(18-27-28)
	120.8

	R(52-53)       
	1.39           
	A(18-27-29)
	120.6

	R(57-58)       
	1.38           
	A(28-27-29)
	118.6

	R(53-59)       
	1.39           
	A(27-28-30)
	179.9

	R(59-60)       
	1.39           
	A(27-29-31)
	179.9

	R(58-61)       
	1.37           
	A(32-34-36)
	116.4

	R(58-60)       
	1.39           
	A(34-32-38)
	129.9

	R(60-63)       
	1.61           
	A(34-32-33)
	121.1

	R(62-63)       
	1.61           
	A(32-34-101)
	121.8

	R(61-64)       
	1.38           
	A(33-35-37)
	115.1

	R(61-62)       
	1.39           
	A(35-33-32)
	123.0

	R(64-65)       
	1.37           
	A(35-33-40)
	125.6

	R(62-66)       
	1.39           
	A(33-35-102)
	122.4

	R(66-67)       
	1.39           
	A(34-36-37)
	120.0

	R(39-40)       
	1.35           
	A(34-36-41)
	128.6

	R(65-68)       
	1.50           
	A(36-34-101)
	121.8

	R(65-67)       
	1.39           
	A(35-37-36)
	124.4

	R(67-70)       
	1.46           
	A(35-37-43)
	126.7

	R(69-70)       
	1.34           
	A(37-35-102)
	122.5

	R(68-71)       
	1.49           
	A(37-36-41)
	111.4

	R(68-69)       
	1.45           
	A(36-37-43)
	109.0

	R(71-72)       
	1.44           
	A(38-32-33)
	108.9

	R(69-73)       
	1.40           
	A(32-38-39)
	96.6

	R(72-74)       
	1.38           
	A(32-33-40)
	111.3

	R(72-73)       
	1.38           
	A(38-39-40)
	109.6

	R(74-75)       
	1.39           
	A(38-39-79)
	137.9

	R(73-76)       
	1.37           
	A(33-40-39)
	113.5

	R(76-77)       
	1.38           
	A(33-40-81)
	134.9

	R(71-78)       
	1.47           
	A(36-41-42)
	96.5

	R(39-79)       
	1.38           
	A(36-41-50)
	113.0

	R(40-81)       
	1.59           
	A(36-41-51)
	112.0

	R(80-81)       
	1.61           
	A(41-42-44)
	138.1

	R(79-80)       
	1.40           
	A(41-42-43)
	113.0

	R(80-83)       
	1.45           
	A(42-41-50)
	111.2

	R(82-84)       
	1.60           
	A(42-41-51)
	113.8

	R(82-83)       
	1.60           
	A(37-43-42)
	110.0

	R(84-85)       
	1.39           
	A(37-43-46)
	135.4

	R(83-86)       
	1.37           
	A(44-42-43)
	108.9

	R(85-86)       
	1.39           
	A(42-44-47)
	137.6

	R(85-87)       
	1.47           
	A(42-44-45)
	111.3

	R(17-87)       
	1.35           
	A(42-43-46)
	114.6

	R(75-88)       
	1.38           
	A(43-46-45)
	92.9

	R(75-77)       
	1.40           
	A(46-45-44)
	112.3

	R(88-89)       
	1.38           
	A(46-45-49)
	135.6

	R(77-90)       
	1.38           
	A(47-44-45)
	111.1

	R(89-91)       
	1.39           
	A(44-47-48)
	93.7

	R(90-91)       
	1.38           
	A(44-45-49)
	112.1

	R(16-91)       
	1.47           
	A(47-48-52)
	137.5

	R(6-92)        
	1.33           
	A(47-48-49)
	113.5

	R(22-93)       
	1.33           
	A(45-49-48)
	109.6

	R(25-94)       
	1.33           
	A(45-49-54)
	136.2

	R(9-95)        
	1.33           
	A(50-41-51)
	109.8

	R(7-96)        
	1.11           
	A(41-50-103)
	110.3

	R(8-97)        
	1.11           
	A(41-50-104)
	109.3

	R(16-98)       
	1.11           
	A(41-50-105)
	110.4

	R(23-99)       
	1.11           
	A(41-51-106)
	110.7

	R(24-100)      
	1.11           
	A(41-51-107)
	108.6

	R(34-101)      
	1.11           
	A(41-51-108)
	110.2

	R(35-102)      
	1.11           
	A(52-48-49)
	109.0

	R(50-103)      
	1.11           
	A(48-52-57)
	128.1

	R(50-104)      
	1.11           
	A(48-52-53)
	108.3

	R(50-105)      
	1.11           
	A(48-49-54)
	114.2

	R(51-106)      
	1.11           
	A(49-54-53)
	96.5

	R(51-107)      
	1.11           
	A(49-54-55)
	110.9

	R(51-108)      
	1.11           
	A(49-54-56)
	113.1

	R(55-109)      
	1.11           
	A(53-54-55)
	113.9

	R(55-110)      
	1.11           
	A(53-54-56)
	111.7

	R(55-111)      
	1.11           
	A(54-53-52)
	112.0

	R(56-112)      
	1.11           
	A(54-53-59)
	127.5

	R(56-113)      
	1.11           
	A(55-54-56)
	110.1

	R(56-114)      
	1.11           
	A(54-55-109)
	110.1

	R(57-115)      
	1.11           
	A(54-55-110)
	109.0

	R(59-116)      
	1.11           
	A(54-55-111)
	110.5

	R(64-117)      
	1.11           
	A(54-56-112)
	109.7

	R(66-118)      
	1.11           
	A(54-56-113)
	108.9

	R(68-119)      
	1.11           
	A(54-56-114)
	110.9

	R(70-120)      
	1.11           
	A(57-52-53)
	123.6

	R(74-121)      
	1.11           
	A(52-57-58)
	115.6

	R(76-122)      
	1.11           
	A(52-57-115)
	122.0

	R(78-123)      
	1.11           
	A(52-53-59)
	120.4

	R(78-124)      
	1.11           
	A(57-58-61)
	125.3

	R(78-125)      
	1.11           
	A(57-58-60)
	122.2

	R(79-126)      
	1.11           
	A(58-57-115)
	122.4

	R(84-127)      
	1.11           
	A(53-59-60)
	116.3

	R(86-128)      
	1.11           
	A(53-59-116)
	121.8

	R(87-129)      
	1.11           
	A(59-60-58)
	121.8






Table S6. NBO analysis of IDIC-R 
	donor (i)
	Type
	acceptor (j)
	Type
	E(2)
	E(j)E(i) (au)
	Fi,j (au)

	C1-C2
	
	C3-C5
	
	0.79
	1.03
	0.026

	C1-C2
	
	C3-O10
	
	2.31
	1.17
	0.047

	C1-C2
	
	C4-C6
	
	1.92
	1.14
	0.042

	C1-C2
	
	C11-C13
	
	2.36
	1.03
	0.044

	C1-C2
	
	C16-C91
	
	0.88
	1.04
	0.027

	C1-C3
	
	C1-C2
	
	0.77
	1.00
	0.025

	C1-C3
	
	C2-C11
	
	1.56
	1.16
	0.038

	C1-C3
	
	C2-C11
	
	0.83
	0.64
	0.022

	C1-C3
	
	C3-C5
	
	0.65
	1.05
	0.024

	C1-C3
	
	C3-O10
	
	1.21
	1.20
	0.034

	C1-C3
	
	C4-C5
	
	0.94
	1.18
	0.030

	C1-C3
	
	C16-C91
	
	2.56
	1.06
	0.047

	C1-C16
	
	C3-O10
	
	0.66
	1.26
	0.026

	C1-C16
	
	C90-C91
	
	0.50
	0.74
	0.019






 




Table S7.  NBO analysis of IDIC-R1
	donor (i)
	Type
	acceptor (j)
	Type
	E(2)
	E(j)E(i) (au)
	Fi,j (au)

	C1-C16
	
	C2-C11
	
	13.63
	0.29
	0.057

	C1-C16
	
	C3-O10
	
	17.53
	0.32
	0.067

	C1-C16
	
	C89-C91
	
	0.52
	0.84
	0.020

	C1-C16
	
	C90-C91
	
	7.81
	0.33
	0.047

	C2-C4
	
	C1-C2
	
	0.81
	0.99
	0.025

	C2-C4
	
	C1-C3
	
	0.90
	1.04
	0.028

	C2-C4
	
	C1-C16
	
	1.63
	1.19
	0.039

	C2-C4
	
	C1-C16
	
	0.65
	0.66
	0.019

	C2-C4
	
	C2-C11
	
	0.50
	1.16
	0.022

	C2-C4
	
	C4-C6
	
	0.75
	1.16
	0.026

	C2-C4
	
	C5-C8
	
	2.29
	1.16
	0.046

	C2-C4
	
	C6-C7
	
	1.51
	1.15
	0.037

	C2-C4
	
	C11-C13
	
	1.34
	1.04
	0.033

	C2-C11
	
	C2-C4
	
	0.77
	1.12
	0.026

	C2-C11
	
	C4-C5
	
	0.55
	1.28
	0.024

	C2-C11
	
	C12-N14
	
	0.57
	1.51
	0.026

	C2-C11
	
	C12-N14
	
	2.34
	0.82
	0.039

	C2-C11
	
	C13-N15
	
	0.64
	1.50
	0.028

	C2-C11
	
	C13-N15
	
	2.43
	0.82
	0.040

	C2-C11
	
	C2-C11
	
	0.83
	0.31
	0.015

	C2-C11
	
	C4-C5
	
	8.38
	0.33
	0.050

	C2-C11
	
	C13-N15
	
	19.41
	0.39
	0.080


 




Table S8. NBO analysis of IDIC-R2
	Donor (i)
	Type
	Acceptor (j)
	Type
	E(2)
	E(j)E(i) (au)
	Fi,j (au)

	C3-C5
	
	C1-C16
	
	1.41
	1.20
	0.037

	C3-C5
	
	C2-C4
	
	1.37
	1.03
	0.034

	C3-C5
	
	C3-O10
	
	1.02
	1.20
	0.031

	C3-C5
	
	C8-C9
	
	1.60
	1.16
	0.039

	C3-O10
	
	C1-C16
	
	6.48
	0.41
	0.047

	C4-C5
	
	C1-C2
	
	0.79
	1.04
	0.026

	C4-C5
	
	C1-C3
	
	0.79
	1.09
	0.027

	C4-C5
	
	C2-C11
	
	1.40
	1.21
	0.037

	C4-C5
	
	C3-O10
	
	2.34
	1.24
	0.048

	C4-C5
	
	C6-C7
	
	0.91
	1.20
	0.030

	C4-C5
	
	C6-C7
	
	21.29
	0.29
	0.073

	C4-C5
	
	C8-C9
	
	20.63
	0.29
	0.071

	C4-C6
	
	C1-C2
	
	0.56
	1.05
	0.022

	C4-C6
	
	C2-C4
	
	0.83
	1.07
	0.027

	C4-C6
	
	C3-C5
	
	1.30
	1.10
	0.034

	C4-C6
	
	C5-C8
	
	0.59
	1.22
	0.024

	C4-C6
	
	C7-C9
	
	0.82
	1.20
	0.028

	C5-C8
	
	C2-C4
	
	1.38
	1.07
	0.034

	C5-C8
	
	C3-C5
	
	0.56
	1.09
	0.022

	C5-C8
	
	C3-O10
	
	0.71
	1.24
	0.026

	C5-C8
	
	C4-C6
	
	0.58
	1.21
	0.024

	C5-C8
	
	C7-C9
	
	0.85
	1.19
	0.028

	C6-C7
	
	C4-C5
	
	0.97
	1.21
	0.031

	C6-C7
	
	C8-C9
	
	0.82
	1.19
	0.028

	C6-C7
	
	C4-C5
	
	22.66
	0.29
	0.074

	C7-C9
	
	C4-C6
	
	0.82
	1.19
	0.028

	C7-C9
	
	C5-C8
	
	0.84
	1.20
	0.028

	C8-C9
	
	C4-C5
	
	0.97
	1.21
	0.031

	C8-C9
	
	C6-C7
	
	0.82
	1.19
	0.028

	C11-C12
	
	C2-C4
	
	1.80
	1.11
	0.040

	C11-C12
	
	C12-N14
	
	1.45
	1.49
	0.042

	C11-C12
	
	C13-N15
	
	3.64
	0.80
	0.048

	C11-C13
	
	C1-C2
	
	2.32
	1.08
	0.045

	C11-C13
	
	C11-C12
	
	0.50
	1.14
	0.021

	C11-C13
	
	C12-N14
	
	3.52
	0.80
	0.048

	C11-C13
	
	C13-N15
	
	1.55
	1.49
	0.043


 















Table S9. NBO analysis of IDIC-R3
	Donor (i)
	Type
	Acceptor (j)
	Type
	E(2)
	E(j)E(i) (au)
	Fi,j (au)

	C12-N14
	
	C11-C13
	
	3.08
	0.78
	0.044

	C12-N14
	
	C88-C89
	
	0.57
	0.40
	0.014

	C12-N14
	
	C2-C11
	
	8.82
	0.36
	0.053

	C12-N14
	
	C88-C89
	
	0.56
	0.40
	0.014

	C13-N15
	
	C2-C11
	
	2.50
	0.90
	0.042

	C13-N15
	
	C2-C11
	
	8.30
	0.37
	0.052

	C16-C91
	
	C1-C2
	
	1.10
	0.98
	0.029

	C16-C91
	
	C1-C3
	
	2.27
	1.03
	0.044

	C16-C91
	
	C88-C89
	
	1.81
	1.17
	0.041

	C16-C91
	
	C89-C91
	
	0.57
	1.16
	0.023

	C17-C18
	
	C18-C20
	
	0.71
	1.01
	0.024

	C17-C18
	
	C18-C27
	
	0.53
	1.17
	0.022

	C17-C18
	
	C19-C21
	
	0.89
	1.04
	0.027

	C17-C18
	
	C19-O26
	
	2.50
	1.16
	0.048

	C17-C18
	
	C20-C21
	
	1.01
	1.16
	0.031

	C17-C18
	
	C20-C22
	
	1.98
	1.15
	0.043

	C17-C18
	
	C27-C28
	
	1.22
	1.04
	0.032

	C17-C18
	
	C27-C29
	
	2.65
	1.05
	0.047

	C17-C18
	
	C85-C87
	
	2.04
	1.05
	0.041

	C17-C19
	
	C18-C20
	
	0.98
	1.03
	0.028

	C17-C19
	
	C18-C27
	
	1.75
	1.19
	0.041

	C17-C19
	
	C19-C21
	
	0.62
	1.05
	0.023

	C17-C19
	
	C19-O26
	
	1.34
	1.17
	0.035

	C17-C19
	
	C20-C21
	
	0.96
	1.18
	0.030

	C17-C19
	
	C21-C24
	
	2.02
	1.17
	0.044

	C17-C19
	
	C85-C87
	
	1.01
	1.07
	0.029

	C17-C87
	
	C17-C19
	
	0.57
	1.10
	0.023

	C17-C87
	
	C18-C20
	
	0.59
	1.09
	0.023

	C17-C87
	
	C19-C21
	
	0.60
	1.12
	0.023

	C17-C87
	
	C19-O26
	
	0.60
	1.24
	0.024

	C17-C87
	
	C84-C85
	
	1.22
	1.25
	0.035

	C17-C87
	
	C85-C86
	
	0.52
	1.29
	0.023

	C17-C87
	
	C18-C27
	
	19.55
	0.29
	0.068

	C17-C87
	
	C19-O26
	
	22.42
	0.29
	0.072



















Table S10. NBO analysis of IDIC-R4
	Donor (i)
	Type
	Acceptor (j)
	Type
	E(2)
	E(j)E(i) (au)
	Fi,j (au)

	C1-C8
	
	C84-C85
	
	10.67
	0.31
	0.055

	C1-C2
	
	C17-C18
	
	0.77
	1.03
	0.025

	C18-C20
	
	C17-C87
	
	1.76
	1.20
	0.041

	C18-C20
	
	C18-C27
	
	0.53
	1.17
	0.022

	C18-C20
	
	C19-C21
	
	1.27
	1.04
	0.033

	C18-C20
	
	C20-C22
	
	0.75
	1.15
	0.026

	C18-C20
	
	C21-C24
	
	2.32
	1.16
	0.046

	C18-C20
	
	C22-C23
	
	1.52
	1.14
	0.037

	C18-C20
	
	C27-C29
	
	1.19
	1.05
	0.032

	C18-C27
	
	C17-C18
	
	0.69
	1.14
	0.025

	C18-C27
	
	C17-C19
	
	0.59
	1.13
	0.023

	C18-C27
	
	C18-C20
	
	0.79
	1.12
	0.027

	C18-C27
	
	C20-C21
	
	0.55
	1.28
	0.024

	C18-C27
	
	C28-N30
	
	0.71
	1.50
	0.029

	C18-C27
	
	C28-N30
	
	2.34
	0.82
	0.039

	C18-C27
	
	C29-N31
	
	0.67
	1.51
	0.028

	C18-C27
	
	C29-N31
	
	2.51
	0.82
	0.041

	C18-C27
	
	C17-C87
	
	8.65
	0.34
	0.049

	C18-C27
	
	C18-C27
	
	0.81
	0.32
	0.015

	C18-C27
	
	C20-C21
	
	8.60
	0.33
	0.050

	C18-C27
	
	C28-N30
	
	18.85
	0.39
	0.079

	C18-C27
	
	C29-N31
	
	19.30
	0.39
	0.080

	C19-C21
	
	C17-C18
	
	0.98
	1.06
	0.029

	C19-C21
	
	C17-C19
	
	0.74
	1.05
	0.025

	C19-C21
	
	C17-C87
	
	1.67
	1.23
	0.041

	C19-C21
	
	C18-C20
	
	1.31
	1.04
	0.033

	C19-C21
	
	C19-O26
	
	0.98
	1.19
	0.031

	C19-C21
	
	C20-C22
	
	2.21
	1.18
	0.046

	C19-C21
	
	C21-C24
	
	0.54
	1.19
	0.023

	C19-C21
	
	C24-C25
	
	1.54
	1.17
	0.038

	C19-O26
	
	C19-C21
	
	0.71
	1.33
	0.028

	C19-O26
	
	C19-O26
	
	0.51
	0.92
	0.021

	C19-O26
	
	C20-C21
	
	5.98
	0.41
	0.048

	C20-C21
	
	C17-C19
	
	0.89
	1.07
	0.028

	C20-C21
	
	C18-C27
	
	1.58
	1.23
	0.039

	C20-C21
	
	C19-O26
	
	2.42
	1.21
	0.048

	C20-C21
	
	C22-C23
	
	0.91
	1.20
	0.029

	C20-C21
	
	C19-O26
	
	21.53
	0.29
	0.073

	C20-C21
	
	C22-C23
	
	20.80
	0.29
	0.072

	C20-C21
	
	C24-C25
	
	21.08
	0.29
	0.072

	C20-C22
	
	C17-C18
	
	0.61
	1.08
	0.023

	C20-C22
	
	C18-C20
	
	0.85
	1.07
	0.027

	C20-C22
	
	C19-C21
	
	1.33
	1.10
	0.035

	C20-C22
	
	C21-C24
	
	0.59
	1.22
	0.024

	C20-C22
	
	C23-C25
	
	0.82
	1.20
	0.028

	C21-C24
	
	C18-C20
	
	1.35
	1.07
	0.034

	C21-C24
	
	C19-C21
	
	0.51
	1.10
	0.022

	C21-C24
	
	C19-O26
	
	0.80
	1.22
	0.028

	C21-C24
	
	C20-C22
	
	0.57
	1.21
	0.023

	C21-C24
	
	C23-C25
	
	0.85
	1.20
	0.028

	C22-C23
	
	C20-C21
	
	0.97
	1.21
	0.031

	C22-C23
	
	C24-C25
	
	21.98
	0.29
	0.072

	C23-C25
	
	C21-C24
	
	0.83
	1.20
	0.028

	C24-C25
	
	C20-C21
	
	0.97
	1.21
	0.031

	C24-C25
	
	C22-C23
	
	0.82
	1.19
	0.028

	C24-C25
	
	C22-C23
	
	21.64
	0.29
	0.072

	C27-C28
	
	C18-C20
	
	2.15
	1.10
	0.044

	C27-C28
	
	C27-C29
	
	0.51
	1.14
	0.022

	C27-C28
	
	C28-N30
	
	1.53
	1.48
	0.043

	C27-C29
	
	C17-C18
	
	2.11
	1.12
	0.043

	C27-C29
	
	C18-C20
	
	0.87
	1.10
	0.028

	C27-C29
	
	C27-C28
	
	0.51
	1.14
	0.022

	C27-C29
	
	C28-N30
	
	3.41
	0.80
	0.047

	C27-C29
	
	C29-N31
	
	1.49
	1.49
	0.042

	C28-N30
	
	C18-C27
	
	2.45
	0.92
	0.042

	C28-N30
	
	C27-C29
	
	3.08
	0.79
	0.044

	C29-N31
	
	C18-C27
	
	8.31
	0.37
	0.052

	C32-C33
	
	C32-S38
	
	0.87
	0.94
	0.026

	C32-C33
	
	C34-C36
	
	0.93
	1.20
	0.030

	C32-C33
	
	C39-C40
	
	1.19
	1.22
	0.034

	C32-C33
	
	C40-C81
	
	2.97
	1.21
	0.054

	C32-C34
	
	C32-S38
	
	0.83
	0.96
	0.025

	C32-C34
	
	C33-C35
	
	0.57
	1.23
	0.024

	C32-C34
	
	C33-C40
	
	1.08
	1.24
	0.033

	C32-C34
	
	C36-C41
	
	2.22
	1.02
	0.043

	C32-C34
	
	S38-C39
	
	0.99
	0.95
	0.027

	C32-S38
	
	C32-C33
	
	0.50
	1.20
	0.022

	C32-S38
	
	C32-C34
	
	0.91
	1.20
	0.030

	C32-S38
	
	C33-C35
	
	2.27
	1.24
	0.047

	C32-S38
	
	C33-C40
	
	1.01
	1.24
	0.032

	C32-S38
	
	C34-C36
	
	1.40
	1.22
	0.037

	C32-S38
	
	C39-C40
	
	1.27
	1.24
	0.035

	C32-S38
	
	C39-S79
	
	2.83
	0.96
	0.047

	C33-C35
	
	C32-C34
	
	0.57
	1.18
	0.023

	C33-C35
	
	C32-S38
	
	1.27
	0.94
	0.031

	C33-C35
	
	C37-C43
	
	2.54
	1.17
	0.049

	C33-C35
	
	C39-C40
	
	1.23
	1.23
	0.035

	C33-C35
	
	C40-C81
	
	0.50
	1.21
	0.022

	C33-C40
	
	C32-C34
	
	2.01
	1.19
	0.044

	C33-C40
	
	C32-S38
	
	1.19
	0.95
	0.030

	C33-C40
	
	C35-C37
	
	1.39
	1.22
	0.037

	C33-C40
	
	C39-S79
	
	1.76
	0.94
	0.036

	C33-C40
	
	C80-C81
	
	0.85
	1.19
	0.028

	C33-C40
	
	C35-C37
	
	19.63
	0.29
	0.069

	C33-C40
	
	C80-C81
	
	22.12
	0.27
	0.071

	C34-C36
	
	C32-C33
	
	1.04
	1.18
	0.031

	C34-C36
	
	C32-S38
	
	2.62
	0.94
	0.044


















Table S11. NBO analysis of IDIC-R6
	C34-C36
	C36-C41
	1.34
	1.00
	0.033

	C34-C36
	C37-C43
	1.24
	1.16
	0.034

	C34-C36
	C35-C37
	20.87
	0.30
	0.072

	C34-C36
	C41-C50
	1.59
	0.62
	0.030

	C34-C36
	C41-C51
	1.71
	0.62
	0.031

	C35-C37
	C33-C40
	2.33
	1.23
	0.048

	C35-C37
	C34-C36
	0.55
	1.20
	0.023

	C35-C37
	C42-C43
	0.80
	1.25
	0.028

	C35-C37
	C33-C40
	22.48
	0.30
	0.079

	C35-C37
	C34-C36
	22.00
	0.29
	0.072

	C35-C37
	C42-C43
	15.87
	0.29
	0.062

	C36-C37
	C33-C35
	0.80
	1.21
	0.028

	C36-C37
	C41-C42
	0.50
	1.03
	0.020

	C36-C37
	C42-C43
	1.02
	1.23
	0.032

	C36-C37
	C43-S46
	3.38
	0.95
	0.051

	C36-C41
	C32-C34
	1.87
	1.07
	0.040

	C36-C41
	C34-C36
	1.21
	1.09
	0.033

	C36-C41
	C36-C37
	0.81
	1.09
	0.027

	C36-C41
	C37-C43
	1.30
	1.05
	0.033

	C36-C41
	C41-C51
	0.60
	0.90
	0.021

	C36-C41
	C42-C43
	1.49
	1.13
	0.037

	C36-C41
	C42-C44
	3.06
	1.09
	0.052

	C37-C43
	C41-C42
	1.31
	1.03
	0.033

	C37-C43
	C42-C44
	1.62
	1.19
	0.039

	C37-C43
	C43-S46
	1.04
	0.94
	0.028

	C37-C43
	C45-S46
	0.74
	0.94
	0.024

	S38-C39
	C32-C33
	1.03
	1.22
	0.032

	S38-C39
	C32-C34
	1.86
	1.22
	0.043

	S38-C39
	C32-S38
	1.03
	0.98
	0.028

	S38-C39
	C33-C40
	0.95
	1.26
	0.031

	S38-C39
	C39-S79
	1.31
	0.98
	0.032

	S38-C39
	C40-C81
	1.86
	1.25
	0.043

	S38-C39
	S79-C80
	0.91
	0.98
	0.027

	C39-C40
	C32-C33
	1.15
	1.20
	0.033

	C39-C40
	C32-S38
	2.36
	0.96
	0.043

	C39-C40
	C33-C35
	2.54
	1.24
	0.050

	C39-C40
	S79-C80
	2.52
	0.96
	0.044

	C39-C40
	C80-C81
	1.05
	1.21
	0.032

	C39-S79
	C33-C40
	1.82
	1.27
	0.043

	C39-S79
	S38-C39
	1.37
	0.98
	0.033

	C39-S79
	C40-C81
	0.99
	1.25
	0.031

	C39-S79
	S79-C80
	1.08
	0.98
	0.029

	C39-S79
	C80-C81
	1.02
	1.23
	0.032

	C40-C81
	C32-C33
	1.04
	1.18
	0.031

	C40-C81
	C33-C35
	0.51
	1.21
	0.022

	C40-C81
	S38-C39
	1.72
	0.93
	0.036

	C40-C81
	C39-S79
	0.94
	0.93
	0.026

	C40-C81
	S79-C80
	1.35
	0.93
	0.032

	C40-C81
	C80-C83
	2.59
	1.08
	0.047

	C41-C42
	C34-C36
	2.10
	1.11
	0.043

	C41-C42
	C36-C37
	1.27
	1.11
	0.034

	C41-C42
	C37-C43
	1.14
	1.07
	0.031

	C41-C42
	C42-C44
	1.42
	1.11
	0.036

	C41-C42
	C43-S46
	2.19
	0.87
	0.039

	C41-C42
	C44-C45
	1.14
	1.11
	0.032

	C41-C42
	C44-S47
	0.54
	0.86
	0.019

	C41-C50
	C41-C51
	0.56
	0.91
	0.020

	C41-C50
	C42-C43
	2.64
	0.59
	0.039

	C41-C51
	C36-C41
	0.56
	0.91
	0.020

	C41-C51
	C41-C42
	0.55
	0.95
	0.020

	C41-C51
	C41-C50
	0.56
	0.92
	0.020

	C41-C51
	C42-C43
	2.22
	0.60
	0.036

	C42-C43
	C36-C37
	1.01
	1.20
	0.031

	C42-C43
	C36-C41
	0.61
	1.00
	0.022

	C42-C43
	C41-C42
	0.54
	1.04
	0.021

	C42-C43
	C43-S46
	0.60
	0.95
	0.021

	C42-C43
	C44-C45
	1.45
	1.20
	0.037

	C42-C43
	C44-S47
	4.10
	0.95
	0.056

	C42-C43
	C45-S46
	1.89
	0.95
	0.038

	C42-C43
	C35-C37
	19.97
	0.31
	0.074

	C42-C43
	C41-C50
	2.40
	0.63
	0.037

	C42-C43
	C41-C51
	2.65
	0.63
	0.038

	C42-C43
	C44-C45
	19.87
	0.28
	0.073

	C42-C44
	C37-C43
	1.51
	1.17
	0.038

	C42-C44
	C41-C42
	0.94
	1.05
	0.028

	C42-C44
	C43-S46
	1.03
	0.96
	0.028

	C42-C44
	C44-S47
	0.61
	0.96
	0.022

	C42-C44
	C45-S46
	1.06
	0.97
	0.029

	C42-C44
	C45-C49
	1.41
	1.21
	0.037

	C42-C44
	S47-C48
	0.70
	0.96
	0.023

	C43-S46
	C36-C37
	0.73
	1.22
	0.027

	C43-S46
	C37-C43
	1.17
	1.18
	0.033

	C43-S46
	C41-C42
	2.00
	1.06
	0.041

	C43-S46
	C42-C44
	0.79
	1.22
	0.028

	C43-S46
	C44-C45
	1.28
	1.22
	0.035

	C43-S46
	C45-S46
	0.68
	0.98
	0.023

	C43-S46
	C45-C49
	2.55
	1.22
	0.050

	C44-C45
	C41-C42
	3.56
	1.04
	0.054

	C44-C45
	C42-C43
	1.26
	1.24
	0.035

	C44-C45
	C43-S46
	1.75
	0.96
	0.037

	C44-C45
	C44-S47
	0.62
	0.96
	0.022

	C44-C45
	C45-S46
	0.61
	0.96
	0.022

	C44-C45
	S47-C48
	1.78
	0.96
	0.037

	C44-C45
	C48-C49
	1.27
	1.24
	0.036

	C44-C45
	C49-C54
	3.57
	1.04
	0.054

	C44-C45
	C42-C43
	20.46
	0.32
	0.074

	C44-C45
	C48-C49
	20.98
	0.32
	0.075

	C44-S47
	C42-C43
	0.82
	1.26
	0.029

	C44-S47
	C42-C44
	1.00
	1.22
	0.031

	C44-S47
	C45-S46
	1.96
	0.97
	0.039

	C44-S47
	C45-C49
	0.89
	1.22
	0.029

	C44-S47
	S47-C48
	0.63
	0.97
	0.022

	C44-S47
	C48-C49
	1.38
	1.26
	0.037

	C44-S47
	C48-C52
	2.61
	1.17
	0.049

	C45-S46
	C37-C43
	2.62
	1.18
	0.050

	C45-S46
	C42-C43
	1.40
	1.26
	0.037

	C45-S46
	C42-C44
	0.88
	1.22
	0.029

	C45-S46
	C43-S46
	0.62
	0.97
	0.022

	C45-S46
	C44-S47
	1.93
	0.97
	0.039

	C45-S46
	C45-C49
	0.95
	1.22
	0.030

	C45-S46
	C48-C49
	0.85
	1.26
	0.029

	C45-C49
	C42-C44
	1.39
	1.22
	0.037

	C45-C49
	C43-S46
	0.70
	0.97
	0.023

	C45-C49
	C44-S47
	1.05
	0.97
	0.028

	C45-C49
	C45-S46
	0.58
	0.97
	0.021

	C45-C49
	S47-C48
	1.02
	0.96
	0.028

	C45-C49
	C48-C52
	1.52
	1.16
	0.038

	C45-C49
	C49-C54
	0.92
	1.05
	0.028

	S47-C48
	C42-C44
	2.50
	1.22
	0.049

	S47-C48
	C44-C45
	1.26
	1.22
	0.035

	S47-C48
	C44-S47
	0.70
	0.97
	0.023

	S47-C48
	C45-C49
	0.79
	1.22
	0.028

	S47-C48
	C48-C52
	1.28
	1.17
	0.035

	S47-C48
	C49-C54
	2.01
	1.06
	0.041

	S47-C48
	C52-C53
	0.70
	1.22
	0.026

	C48-C49
	C44-C45
	1.46
	1.20
	0.037

	C48-C49
	C44-S47
	1.91
	0.95
	0.038

	C48-C49
	C45-S46
	4.05
	0.96
	0.056

	C48-C49
	S47-C48
	0.60
	0.95
	0.021

	C48-C49
	C49-C54
	0.52
	1.04
	0.021

	C48-C49
	C52-C53
	1.01
	1.20
	0.031

	C48-C49
	C52-C57
	2.52
	1.21
	0.049

	C48-C49
	C53-C54
	0.63
	1.00
	0.023

	C48-C49
	C44-C45
	19.60
	0.28
	0.073

	C48-C49
	C52-C57
	19.93
	0.31
	0.073

	C48-C49
	C54-C55
	2.33
	0.63
	0.036

	C48-C49
	C54-C56
	2.73
	0.63
	0.039

	C48-C52
	C44-S47
	0.75
	0.94
	0.024

	C48-C52
	C45-C49
	1.63
	1.19
	0.039

	C48-C52
	S47-C48
	1.11
	0.94
	0.029

	C48-C52
	C49-C54
	1.31
	1.03
	0.033

	C48-C52
	C53-C54
	1.49
	0.99
	0.034

	C48-C52
	C53-C59
	2.00
	1.17
	0.043

	C48-C52
	C57-C58
	1.53
	1.19
	0.038

	C49-C54
	C45-S46
	0.54
	0.87
	0.019

	C49-C54
	C45-C49
	1.37
	1.12
	0.035

	C49-C54
	S47-C48
	2.18
	0.87
	0.039

	C49-C54
	C48-C52
	1.14
	1.06
	0.031

	C49-C54
	C52-C53
	1.26
	1.11
	0.033

	C49-C54
	C53-C59
	2.10
	1.10
	0.043

	C52-C53
	C48-C49
	0.99
	1.24
	0.031

	C52-C53
	C49-C54
	0.51
	1.04
	0.021

	C52-C53
	C53-C54
	1.01
	1.00
	0.028

	C52-C53
	C57-C58
	0.82
	1.20
	0.028

	C52-C57
	C53-C54
	1.38
	1.01
	0.034

	C52-C57
	C53-C59
	0.56
	1.20
	0.023

	C52-C57
	C58-C61
	2.28
	1.22
	0.047

	C52-C57
	C48-C49
	14.92
	0.30
	0.061

	C52-C57
	C53-C59
	22.22
	0.29
	0.072

	C52-C57
	C58-C60
	23.24
	0.28
	0.075

	C53-C54
	C45-C49
	2.99
	1.10
	0.051

	C53-C54
	C48-C49
	1.47
	1.13
	0.037

	C53-C54
	C48-C52
	1.30
	1.05
	0.033

	C53-C54
	C52-C53
	0.79
	1.09
	0.026

	C53-C54
	C52-C57
	2.32
	1.11
	0.045

	C53-C54
	C53-C59
	1.23
	1.08
	0.033

	C53-C54
	C54-C56
	0.61
	0.91
	0.021

	C53-C59
	C52-C57
	0.59
	1.21
	0.024

	C53-C59
	C53-C54
	1.35
	1.00
	0.033

	C53-C59
	C58-C60
	1.03
	1.19
	0.031

	C53-C59
	C52-C57
	20.61
	0.30
	0.072

	C53-C59
	C54-C55
	1.47
	0.62
	0.029

	C53-C59
	C54-C56
	1.81
	0.62
	0.032

	C53-C59
	C58-C60
	20.79
	0.28
	0.072

	C54-C55
	C48-C49
	2.49
	0.59
	0.038

	C54-C55
	C53-C54
	0.53
	0.91
	0.020

	C54-C55
	C53-C59
	2.18
	0.59
	0.035

	C54-C55
	C54-C56
	0.54
	0.91
	0.020

	C54-C56
	C53-C54
	0.54
	0.91
	0.020

	C54-C56
	C53-C59
	2.38
	0.59
	0.036

	C54-C56
	C54-C55
	0.53
	0.92
	0.020

	C57-C58
	C52-C53
	0.97
	1.21
	0.031

	C57-C58
	C60-S63
	1.20
	0.95
	0.030

	C57-C58
	C61-C62
	1.29
	1.19
	0.035

	C57-C58
	C61-C64
	0.60
	1.21
	0.024

	C58-C60
	C53-C59
	0.92
	1.20
	0.030

	C58-C60
	C61-C62
	1.12
	1.19
	0.033

	C58-C60
	C61-C64
	2.38
	1.21
	0.048

	C58-C60
	C62-S63
	2.30
	0.96
	0.042

	C58-C60
	C52-C57
	19.02
	0.31
	0.069

	C58-C60
	C53-C59
	19.40
	0.31
	0.070

	C58-C60
	C58-C60
	0.63
	0.29
	0.012

	C58-C60
	C61-C62
	21.95
	0.29
	0.073

	C58-C61
	C52-C57
	1.35
	1.22
	0.036

	C58-C61
	C60-S63
	1.02
	0.96
	0.028

	C58-C61
	C62-S63
	1.03
	0.96
	0.028

	C58-C61
	C62-C66
	2.11
	1.18
	0.045

	C58-C61
	C64-C65
	1.37
	1.21
	0.036

	C59-C60
	C53-C54
	2.18
	1.02
	0.042

	C59-C60
	C57-C58
	0.59
	1.23
	0.024

	C59-C60
	C58-C61
	1.15
	1.23
	0.034

	C59-C60
	C62-S63
	1.03
	0.96
	0.028

	C60-S63
	C57-C58
	2.51
	1.23
	0.050

	C60-S63
	C58-C61
	1.09
	1.24
	0.033

	C60-S63
	C59-C60
	0.88
	1.20
	0.029

	C60-S63
	C62-S63
	1.06
	0.97
	0.029

	C60-S63
	C62-C66
	1.98
	1.20
	0.043

	C61-C62
	C57-C58
	2.35
	1.22
	0.048

	C61-C62
	C58-C60
	1.12
	1.20
	0.033

	C61-C62
	C60-S63
	2.27
	0.96
	0.042

	C61-C62
	C62-S63
	0.69
	0.96
	0.023

	C61-C62
	C64-C65
	0.78
	1.22
	0.027

	C61-C62
	C61-C62
	0.85
	0.29
	0.014

	C61-C62
	C64-C65
	19.49
	0.31
	0.070

	C61-C62
	C66-C67
	19.82
	0.30
	0.069

	C61-C64
	C57-C58
	0.59
	1.22
	0.024

	C61-C64
	C58-C60
	1.27
	1.20
	0.035

	C61-C64
	C62-S63
	1.18
	0.96
	0.030

	C61-C64
	C62-C66
	0.58
	1.18
	0.023

	C61-C64
	C65-C68
	2.61
	1.05
	0.047

	C62-S63
	C58-C60
	1.00
	1.21
	0.031

	C62-S63
	C58-C61
	1.08
	1.24
	0.033

	C62-S63
	C59-C60
	1.97
	1.20
	0.043

	C62-S63
	C60-S63
	1.05
	0.97
	0.029

	C62-S63
	C61-C64
	2.54
	1.23
	0.050

	C62-S63
	C62-C66
	0.88
	1.20
	0.029

	C62-S63
	C66-C67
	1.38
	1.21
	0.037

	C62-C66
	C58-C61
	1.12
	1.23
	0.033

	C62-C66
	C60-S63
	1.03
	0.97
	0.028

	C62-C66
	C61-C64
	0.59
	1.22
	0.024

	C62-C66
	C62-S63
	0.72
	0.97
	0.024

	C62-C66
	C65-C67
	0.90
	1.22
	0.030

	C64-C65
	C58-C61
	2.23
	1.22
	0.047

	C64-C65
	C61-C62
	0.98
	1.20
	0.031

	C64-C65
	C66-C67
	0.56
	1.20
	0.023

	C64-C65
	C67-C70
	1.25
	1.09
	0.033

	C64-C65
	C61-C62
	21.25
	0.28
	0.073

	C64-C65
	C66-C67
	22.37
	0.29
	0.074

	C64-C65
	C68-N71
	3.44
	0.56
	0.042

	C65-C67
	C62-C66
	0.84
	1.18
	0.028

	C65-C67
	C68-N71
	1.61
	0.95
	0.035

	C65-C67
	C69-C70
	0.63
	1.26
	0.025

	C65-C68
	C64-C65
	0.70
	1.14
	0.025

	C65-C68
	C66-C67
	2.15
	1.13
	0.044

	C65-C68
	C67-C70
	1.45
	1.02
	0.034

	C65-C68
	C68-N71
	0.87
	0.89
	0.025

	C65-C68
	C69-C70
	0.93
	1.19
	0.030

	C65-C68
	C69-C70
	0.78
	0.64
	0.021

	C65-C68
	C69-C73
	1.43
	1.08
	0.035

	C66-C67
	C61-C62
	1.03
	1.19
	0.031

	C66-C67
	C62-S63
	2.60
	0.96
	0.045

	C66-C67
	C64-C65
	0.57
	1.21
	0.023

	C66-C67
	C65-C68
	1.44
	1.05
	0.035

	C66-C67
	C61-C62
	21.45
	0.28
	0.072

	C66-C67
	C64-C65
	21.08
	0.30
	0.071

	C66-C67
	C69-C70
	10.56
	0.31
	0.053

	C67-C70
	C64-C65
	2.23
	1.15
	0.045

	C67-C70
	C65-C68
	1.57
	0.98
	0.035

	C67-C70
	C66-C67
	0.65
	1.13
	0.024

	C67-C70
	C69-C73
	4.14
	1.08
	0.060

	C68-C69
	C65-C67
	1.29
	1.15
	0.035

	C68-C69
	C67-C70
	1.60
	1.03
	0.036

	C68-C69
	C72-C73
	0.95
	1.15
	0.030

	C68-C69
	C73-C76
	2.54
	1.15
	0.049

	C68-N71
	C64-C65
	1.04
	0.68
	0.026

	C68-N71
	C65-C68
	0.86
	1.04
	0.027

	C68-N71
	C69-C70
	0.82
	1.25
	0.029

	C68-N71
	C69-C70
	1.35
	0.70
	0.028

	C68-N71
	C69-C73
	0.60
	1.14
	0.024

	C68-N71
	N71-C72
	1.16
	1.00
	0.031

	C68-N71
	N71-C78
	2.20
	0.94
	0.041

	C68-N71
	C72-C73
	1.34
	1.19
	0.036

	C68-N71
	C72-C74
	1.99
	1.19
	0.044

	C68-N71
	C72-C74
	0.86
	0.68
	0.024

	C69-C70
	C66-C67
	1.89
	1.23
	0.043

	C69-C70
	C68-N71
	0.64
	0.99
	0.023

	C69-C70
	C66-C67
	15.60
	0.31
	0.066

	C69-C70
	C68-N71
	2.19
	0.58
	0.033

	C69-C73
	C65-C68
	0.76
	1.02
	0.025

	C69-C73
	C67-C70
	1.12
	1.06
	0.031

	C69-C73
	C68-C69
	0.71
	1.06
	0.025

	C69-C73
	C68-N71
	1.05
	0.94
	0.028

	C69-C73
	N71-C72
	2.24
	0.99
	0.042

	C69-C73
	C72-C74
	2.36
	1.18
	0.047

	C69-C73
	C76-C77
	1.44
	1.17
	0.037

	N71-C72
	C68-C69
	0.94
	1.12
	0.029

	N71-C72
	C68-N71
	0.89
	0.99
	0.027

	N71-C72
	C69-C73
	0.74
	1.19
	0.026

	N71-C72
	N71-C78
	2.47
	0.99
	0.044

	N71-C72
	C72-C73
	0.69
	1.24
	0.026

	N71-C72
	C72-C74
	0.76
	1.24
	0.027

	N71-C72
	C73-C76
	1.59
	1.25
	0.040

	N71-C72
	C74-C75
	1.26
	1.24
	0.035

	N71-C78
	C68-N71
	2.50
	0.97
	0.044

	N71-C78
	N71-C72
	3.00
	1.03
	0.050

	N71-C78
	C72-C73
	1.08
	1.22
	0.032

	N71-C78
	C72-C74
	0.62
	1.22
	0.024

	C72-C73
	C68-C69
	1.22
	1.10
	0.033

	C72-C73
	C69-C70
	2.64
	1.27
	0.052

	C72-C73
	N71-C72
	1.14
	1.03
	0.031

	C72-C73
	N71-C78
	1.65
	0.97
	0.036

	C72-C73
	C74-C75
	0.93
	1.22
	0.030

	C72-C74
	C69-C73
	1.11
	1.16
	0.032

	C72-C74
	N71-C72
	1.47
	1.02
	0.035

	C72-C74
	C73-C76
	0.60
	1.22
	0.024

	C72-C74
	C75-C77
	0.75
	1.20
	0.027

	C72-C74
	C75-C88
	1.51
	1.22
	0.038

	C72-C74
	C72-C74
	0.91
	0.30
	0.015

	C72-C74
	C73-C76
	20.60
	0.30
	0.071

	C72-C74
	C75-C77
	21.12
	0.30
	0.075

	C73-C76
	C68-C69
	0.71
	1.10
	0.025

	C73-C76
	N71-C72
	1.76
	1.02
	0.038

	C73-C76
	C72-C74
	0.52
	1.21
	0.022

	C73-C76
	C75-C77
	0.83
	1.20
	0.028

	C73-C76
	C69-C70
	16.13
	0.32
	0.066

	C73-C76
	C72-C74
	22.03
	0.29
	0.073

	C73-C76
	C75-C77
	17.46
	0.30
	0.068

	C74-C75
	N71-C72
	3.04
	1.01
	0.050

	C74-C75
	C72-C73
	0.90
	1.20
	0.029

	C74-C75
	C77-C90
	1.60
	1.20
	0.039

	C74-C75
	C88-C89
	1.87
	1.20
	0.042

	C75-C77
	C73-C76
	0.77
	1.20
	0.027

	C75-C77
	C73-C76
	20.20
	0.28
	0.071

	C75-C77
	C88-C89
	18.60
	0.28
	0.069

	C75-C77
	C90-C91
	22.70
	0.28
	0.074

	C75-C88
	C72-C74
	1.87
	1.20
	0.042

	C75-C88
	C77-C90
	0.75
	1.20
	0.027

	C76-C77
	C72-C73
	1.03
	1.20
	0.031

	C76-C77
	C74-C75
	0.72
	1.20
	0.026

	C76-C77
	C75-C88
	1.57
	1.20
	0.039

	C77-C90
	C73-C76
	1.60
	1.21
	0.039

	C77-C90
	C74-C75
	1.71
	1.21
	0.041

	C77-C90
	C75-C88
	0.74
	1.21
	0.027

	S79-C80
	C39-C40
	1.15
	1.24
	0.034

	S79-C80
	C39-S79
	0.67
	0.96
	0.023

	S79-C80
	C40-C81
	0.99
	1.23
	0.031

	S79-C80
	C80-C83
	1.00
	1.11
	0.030

	S79-C80
	C83-C86
	0.66
	1.25
	0.026

	C80-C81
	C33-C40
	3.13
	1.22
	0.055

	C80-C81
	C39-C40
	1.35
	1.22
	0.036

	C80-C81
	C39-S79
	2.03
	0.94
	0.039

	C80-C81
	S79-C80
	0.94
	0.94
	0.027

	C80-C81
	C83-C86
	1.28
	1.23
	0.035

	C80-C81
	C33-C40
	17.43
	0.31
	0.075

	C80-C81
	C80-C81
	0.50
	0.29
	0.011

	C80-C81
	C83-C86
	12.74
	0.31
	0.059

	C80-C83
	C39-S79
	1.11
	0.93
	0.029

	C80-C83
	C40-C81
	1.08
	1.20
	0.032

	C80-C83
	S79-C80
	1.44
	0.93
	0.033

	C80-C83
	S82-C84
	1.08
	0.92
	0.028

	C80-C83
	C85-C86
	1.39
	1.20
	0.037

	S82-C83
	C80-C81
	0.58
	1.22
	0.024

	S82-C83
	C80-C83
	1.20
	1.12
	0.033

	S82-C83
	S82-C84
	1.09
	0.97
	0.029

	S82-C83
	C84-C85
	1.05
	1.21
	0.032

	S82-C84
	S82-C83
	0.84
	0.98
	0.026

	S82-C84
	C83-C86
	0.96
	1.26
	0.031

	S82-C84
	C85-C87
	3.03
	1.09
	0.052

	C83-C86
	S79-C80
	0.77
	0.93
	0.024

	C83-C86
	C80-C81
	1.60
	1.18
	0.039

	C83-C86
	S82-C83
	0.50
	0.94
	0.019

	C83-C86
	S82-C84
	2.63
	0.93
	0.044

	C83-C86
	C84-C85
	1.17
	1.17
	0.033

	C83-C86
	C85-C87
	2.74
	1.06
	0.048

	C83-C86
	C80-C81
	17.21
	0.29
	0.066

	C83-C86
	C84-C85
	22.13
	0.27
	0.074

	C84-C85
	C17-C87
	1.02
	1.22
	0.032

	C84-C85
	S82-C83
	2.27
	0.96
	0.042

	C84-C85
	S82-C84
	0.72
	0.95
	0.023

	C84-C85
	C83-C86
	1.22
	1.24
	0.035

	C84-C85
	C85-C87
	0.60
	1.07
	0.023

	C84-C85
	C83-C86
	22.41
	0.32
	0.078

	C84-C85
	C84-C85
	1.14
	0.29
	0.017

	C85-C86
	C80-C83
	2.37
	1.08
	0.045

	C85-C86
	S82-C83
	1.06
	0.94
	0.028

	C85-C86
	S82-C84
	1.26
	0.93
	0.031

	C85-C87
	C17-C19
	1.34
	1.00
	0.033

	C85-C87
	S82-C84
	1.32
	0.91
	0.031

	C85-C87
	C83-C86
	1.32
	1.20
	0.036

	C85-C87
	C84-C85
	0.65
	1.15
	0.024

	C88-C89
	C74-C75
	1.61
	1.20
	0.039

	C88-C89
	C75-C77
	0.81
	1.18
	0.028

	C88-C89
	C75-C77
	20.03
	0.29
	0.073

	C88-C89
	C90-C91
	20.41
	0.29
	0.070

	C89-C91
	C16-C91
	0.58
	1.08
	0.022

	C89-C91
	C77-C90
	0.79
	1.21
	0.028

	C90-C91
	C1-C16
	0.64
	0.68
	0.019

	C90-C91
	C16-C91
	0.51
	1.07
	0.021

	C90-C91
	C75-C77
	0.81
	1.19
	0.028

	C90-C91
	C76-C77
	1.66
	1.19
	0.040


 







Table S12. Tensors of polarizability and hyperpolarizability for newly designed dyes (IDIC-R1-IDIC-R9)
	IDIC
	IDIC-R
	IDIC-R1
	IDIC-R2
	IDIC-R3
	IDIC-R4
	IDIC-R5
	IDIC-R6
	IDIC-R7
	IDIC-R8
	IDIC-R9

	XXX
	134.9
	131.9
	101.9
	101.9
	171.9
	171.9
	408.9
	443.6
	478.3
	513.1

	XYY
	108.7
	87.7
	81.7
	118.7
	138.7
	234.7
	210.4
	233.8
	257.3
	280.7

	XZZ
	205.3
	205.3
	205.3
	25.3
	205.3
	205.3
	205.3
	205.3
	205.3
	205.3

	YYY
	13.3
	1.6
	13.2
	15.4
	16.4
	234.2
	23.6
	15.6
	11.1
	15.6

	YZZ
	15.5
	15.5
	15.5
	5.5
	15.5
	15.5
	15.5
	15.5
	15.5
	15.5

	yxx
	212.6
	12.6
	212.6
	212.6
	212.6
	212.6
	239.2
	256.4
	273.5
	290.7

	ZZZ
	24.0
	24.0
	24.0
	24.0
	24.0
	24.0
	24.0
	24.0
	24.0
	24.0

	XXZ
	60.3
	60.3
	60.3
	60.3
	60.3
	60.3
	60.3
	60.3
	60.3
	60.3

	XYZ
	17.6
	17.6
	17.6
	17.6
	17.6
	17.6
	17.6
	17.6
	17.6
	17.6

	total
	271387
	192910
	221103
	125539
	336038
	444321
	763550
	872390
	988579
	1112117

	Btotal
	521
	439
	470
	354
	580
	667
	874
	934
	994
	1055
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Fig. S1. Computed UV-Vis spectra of reference dye IDIC-R at B3LYP/6-31G(d,p) at DFT level
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Fig. S2. Computed UV-Vis spectra of reference dye IDIC-R! at CAM-B3LYP/6-31G(d,p) at DFT level
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Fig. S3. Computed UV-Vis spectra of reference dye IDIC-R4 at CAM-B3LYP /6-31G+(d,p) at DFT level
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Fig. S4. Computed UV-Vis spectra of reference dye IDIC-R6 at CAM-B3LYP/6-31G(d,p) at DFT level
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Fig. S5. Computed UV-Vis spectra of reference dye IDIC-R-8 at CAM-B3LYP/6-31G+(d,p) at DFT level
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