Table S1. Geometrical parameters of CTB molecule.
	Bonds
	B3LYP/6-311G**
	B3LYP/6-311G** (Single Point)

	Bond Length (Å)

C(1)–C(2) 
	1.415
	1.421

	C(1)–C(6) 
	1.398
	1.419

	C(2)–C(3) 
	1.400
	1.416

	C(2)–C(15) 
	1.514
	1.505

	C(3)–C(4) 
	1.387
	1.406

	C(4)–C(5) 
	1.391
	1.404

	C(5)–C(6) 
	1.391
	1.407

	C(7)–C(8) 
	1.401
	1.417

	C(7)–C(12) 
	1.391
	1.414

	C(7)–C(16) 
	1.511
	1.526

	C(8)–C(9) 
	1.390
	1.407

	C(9)–C(10) 
	1.390
	1.406

	C(10)–C(11) 
	1.401
	1.415

	C(11)–C(12) 
	1.401
	1.410

	C(13)–C(14) 
	1.522
	1.530

	C(16)–F(2) 
	1.348
	1.333

	C(16)–F(1) 
	1.355
	1.333

	C(16)–F(3) 
	1.348
	1.333

	C(8)–CL(1) 
	1.755
	1.728

	C(1)–O(1) 
	1.373
	1.382

	C(15)–O(2) 
	1.222
	1.231

	C(15)–N(1) 
	1.375
	1.347

	N(1)–C(11) 
	1.401
	1.422

	O(1)–C(13) 
	1.441
	1.421

	Bond Angles (º)
	
	

	C(1)–C(2)–C(3) 
	117.9
	119.7

	C(1)–C(6)–C(5) 
	120.5
	120.9

	C(2)–C(1)–C(6) 
	119.9
	118.8

	C(2)–C(3)–C(4) 
	122.3
	120.7

	C(5)–C(4)–C(3) 
	119.1
	119.8

	C(6)–C(5)–C(4) 
	120.4
	120.0

	C(7)–C(8)–C(9) 
	119.7
	120.0

	C(8)–C(7)–C(16) 
	122.4
	120.9

	C(8)–C(9)–C(10) 
	121.4
	120.6

	C(11)–C(10)–C(9) 
	119.6
	120.1

	C(11)–C(12)–C(7) 
	121.8
	121.2

	C(12)–C(7)–C(8) 
	118.8
	119.0

	C(12)–C(7)–C(16) 
	118.7
	120.1

	C(12)–C(11)–C(10) 
	118.6
	119.2

	C(15)–C(2)–C(1) 
	127.6
	121.0

	C(15)–C(2)–C(3) 
	114.5
	119.3

	C(2)–C(1)–O(1) 
	117.8
	118.3

	C(6)–C(1)–O(1) 
	122.4
	122.9

	C(2)–C(15)–O(2) 
	120.3
	120.8

	C(15)–N(1)–C(11) 
	128.1
	128.8

	C(1)–O(1)–C(13) 
	121.6
	119.0

	O(1)–C(13)–C(14) 
	112.5
	108.5

	N(1)–C(11)–C(12) 
	116.9
	117.3

	N(1)–C(11)–C(10) 
	124.5
	123.5

	C(7)–C(8)–CL(1) 
	122.1
	121.4

	C(9)–C(8)–CL(1) 
	118.2
	118.5

	C(7)–C(16)–F(2) 
	112.2
	111.8

	C(7)–C(16)–F(1) 
	111.5
	109.9

	C(7)–C(16)–F(3) 
	112.2
	110.0

	F(2)–C(16)–F(1) 
	106.6
	108.0

	F(2)–C(16)–F(3) 
	107.4
	107.9

	F(1)–C(16)–F(3) 
	106.6
	109.1

	C(2)–C(15)–N(1) 
	116.7
	114.4

	O(2)–C(15)–N(1) 
	122.9
	124.8

	Torsion Angles (º)
	
	

	C(1)–C(2)–C(3)–C(4) 
	-0.1
	-0.5

	C(2)–C(1)–C(6)–C(5) 
	-0.4
	-0.2

	C(3)–C(2)–C(1)–C(6) 
	0.4
	0.4

	C(15)–C(2)–C(1)–C(6) 
	-179.4
	-178.8

	C(15)–C(2)–C(3)–C(4) 
	179.7
	178.8

	C(1)–C(6)–C(5)–C(4) 
	0.2
	-0.1

	C(5)–C(4)–C(3)–C(2) 
	-0.1
	0.2

	C(10)–C(11)–C(12)–C(7) 
	-0.1
	-1.3

	C(6)–C(5)–C(4)–C(3) 
	0.1
	0.1

	C(12)–C(7)–C(8)–C(9) 
	0.1
	0.2

	C(16)–C(7)–C(8)–C(9) 
	179.9
	-179.7

	C(7)–C(8)–C(9)–C(10) 
	-0.1
	-0.3

	C(8)–C(9)–C(10)–C(11) 
	0.0
	-0.4

	C(11)–C(12)–C(7)–C(8) 
	0.0
	0.5

	C(11)–C(12)–C(7)–C(16) 
	-179.9
	-179.6

	C(12)–C(11)–C(10)–C(9) 
	0.1
	1.2

	C(15)–C(2)–C(1)–O(1) 
	1.1
	-2.1

	C(3)–C(2)–C(1)–O(1) 
	-179.1
	179.6

	C(2)–C(15)–N(1)–C(11) 
	179.2
	-164.0

	C(2)–C(1)–O(1)–C(13) 
	-179.3
	179.6

	C(6)–C(1)–O(1)–C(13) 
	1.3
	-4.3

	C(15)–N(1)–C(11)–C(12) 
	179.9
	-140.4

	C(15)–N(1)–C(11)–C(10) 
	-0.3
	41.6

	N(1)–C(11)–C(12)–C(7) 
	179.7
	-179.3

	C(1)–O(1)–C(13)–C(14) 
	81.9
	129.6

	N(1)–C(11)–C(10)–C(9) 
	-179.7
	179.1

	O(2)–C(15)–C(2)–C(1) 
	178.9
	43.3

	O(2)–C(15)–C(2)–C(3) 
	-0.9
	-138.4

	N(1)–C(15)–C(2)–C(1) 
	-1.1
	-137.2

	N(1)–C(15)–C(2)–C(3) 
	179.2
	41.2

	O(2)–C(15)–N(1)–C(11) 
	-0.7
	15.6

	O(1)–C(1)–C(6)–C(5) 
	179.0
	-179.3

	C(12)–C(7)–C(16)–F(2) 
	118.9
	116.6

	C(12)–C(7)–C(16)–F(1) 
	-0.5
	-3.3

	C(12)–C(7)–C(16)–F(3) 
	-120.1
	-123.5

	C(8)–C(7)–C(16)–F(2) 
	-60.9
	-63.5

	C(8)–C(7)–C(16)–F(1) 
	179.6
	176.6

	C(8)–C(7)–C(16)–F(3) 
	60.1
	56.4

	C(12)–C(7)–C(8)–CL(1) 
	-179.9
	180.0

	C(16)–C(7)–C(8)–CL(1) 
	0.0
	0.1

	CL(1)–C(8)–C(9)–C(10) 
	179.9
	180.0


Table S2. Geometrical parameters of CTPB molecule.
	Bonds
	B3LYP/6-311G**
	B3LYP/6-311G** (Single Point)

	Bond length (Å)
	
	

	C(1)–C(2) 
	1.411
	1.419

	C(1)–C(6) 
	1.390
	1.413

	C(2)–C(3) 
	1.418
	1.429

	C(2)–C(15) 
	1.512
	1.503

	C(3)–C(4) 
	1.400
	1.413

	C(3)–C(17) 
	1.516
	1.533

	C(4)–C(5) 
	1.389
	1.404

	C(5)–C(6) 
	1.388
	1.404

	C(7)–C(8) 
	1.401
	1.417

	C(7)–C(12) 
	1.391
	1.414

	C(7)–C(16) 
	1.511
	1.528

	C(8)–C(9) 
	1.390
	1.409

	C(9)–C(10) 
	1.390
	1.406

	C(10)–C(11) 
	1.401
	1.409

	C(11)–C(12) 
	1.401
	1.415

	C(13)–C(14) 
	1.515
	1.539

	C(17)–C(18) 
	1.542
	1.534

	C(18)–C(19) 
	1.532
	1.534

	C(19)–C(20) 
	1.533
	1.533

	C(20)–C(21) 
	1.533
	1.533

	C(21)–C(22) 
	1.533
	1.535

	C(22)–C(23) 
	1.533
	1.533

	C(23)–C(24) 
	1.533
	1.536

	C(24)–C(25) 
	1.533
	1.531

	C(25)–C(26) 
	1.533
	1.542

	C(26)–C(27) 
	1.533
	1.546

	C(27)–C(28) 
	1.533
	1.545

	C(28)–C(29) 
	1.533
	1.538

	C(29)–C(30) 
	1.533
	1.532

	C(30)–C(31) 
	1.531
	1.531

	C(16)–F(1) 
	1.354
	1.336

	C(16)–F(2) 
	1.348
	1.330

	C(16)–F(3) 
	1.347
	1.330

	C(8)–CL(1) 
	1.754
	1.728

	C(1)–O(1) 
	1.387
	1.377

	C(15)–O(2) 
	1.222
	1.230

	C(15)–N(1) 
	1.378
	1.347

	N(1)–C(11) 
	1.403
	1.422

	O(1)–C(13) 
	1.447
	1.422

	Bond Angles (º)
	
	

	C(1)–C(2)–C(3) 
	118.4
	119.1

	C(1)–C(2)–C(15) 
	122.2
	118.7

	C(1)–C(6)–C(5) 
	119.5
	120.4

	C(2)–C(1)–C(6) 
	121.7
	120.3

	C(2)–C(3)–C(4) 
	118.6
	119.5

	C(2)–C(3)–C(17) 
	124.4
	124.0

	C(3)–C(4)–C(5) 
	122.1
	120.9

	C(3)–C(2)–C(15) 
	119.4
	122.2

	C(3)–C(17)–C(18) 
	113.1
	114.0

	C(4)–C(3)–C(17) 
	117.0
	116.5

	C(4)–C(5)–C(6) 
	119.6
	119.7

	C(7)–C(8)–C(9) 
	119.7
	120.0

	C(8)–C(7)–C(16) 
	122.4
	120.8

	C(8)–C(9)–C(10) 
	121.3
	120.4

	C(9)–C(10)–C(11) 
	119.6
	120.5

	C(10)–C(11)–C(12) 
	118.7
	119.0

	C(11)–C(12)–C(7) 
	121.8
	121.1

	C(12)–C(7)–C(8) 
	118.9
	119.0

	C(12)–C(7)–C(16) 
	118.7
	120.2

	C(17)–C(18)–C(19) 
	112.6
	111.7

	C(18)–C(19)–C(20) 
	113.4
	112.4

	C(19)–C(20)–C(21) 
	113.6
	112.7

	C(20)–C(21)–C(22) 
	113.7
	111.7

	C(21)–C(22)–C(23) 
	113.6
	113.1

	C(22)–C(23)–C(24) 
	113.7
	112.0

	C(23)–C(24)–C(25) 
	113.6
	112.4

	C(24)–C(25)–C(26) 
	113.7
	113.4

	C(25)–C(26)–C(27) 
	113.6
	115.5

	C(26)–C(27)–C(28) 
	113.7
	116.0

	C(27)–C(28)–C(29) 
	113.7
	114.3

	C(28)–C(29)–C(30) 
	113.7
	113.6

	C(29)–C(30)–C(31) 
	113.3
	111.6

	C(2)–C(15)–O(2) 
	121.9
	120.4

	C(2)–C(15)–N(1) 
	115.4
	114.8

	O(2)–C(15)–N(1) 
	122.7
	124.7

	C(1)–O(1)–C(13) 
	115.4
	116.2

	O(1)–C(13)–C(14) 
	108.3
	110.5

	C(2)–C(1)–O(1) 
	120.7
	119.5

	C(6)–C(1)–O(1) 
	117.6
	120.2

	C(15)–N(1)–C(11) 
	128.3
	128.5

	N(1)–C(11)–C(12) 
	116.9
	123.5

	N(1)–C(11)–C(10) 
	124.4
	117.4

	C(7)–C(8)–CL(1) 
	122.1
	121.5

	C(9)–C(8)–CL(1) 
	118.2
	118.5

	C(7)–C(16)–F(3) 
	112.2
	109.5

	C(7)–C(16)–F(1) 
	111.5
	112.3

	C(7)–C(16)–F(2) 
	112.1
	110.7

	F(3)–C(16)–F(1) 
	106.7
	107.7

	F(3)–C(16)–F(2) 
	107.4
	109.0

	F(1)–C(16)–F(2) 
	106.6
	107.5

	Torsion Angles (º)
	
	

	C(1)–C(2)–C(3)–C(4) 
	0.4
	0.0

	C(1)–C(2)–C(3)–C(17) 
	-179.3
	-177.9

	C(1)–C(6)–C(5)–C(4) 
	0.0
	-0.7

	C(2)–C(1)–C(6)–C(5) 
	0.9
	1.4

	C(2)–C(3)–C(4)–C(5) 
	0.5
	0.7

	C(2)–C(3)–C(17)–C(18) 
	-94.2
	-119.5

	C(3)–C(2)–C(1)–C(6) 
	-1.1
	-1.0

	C(3)–C(17)–C(18)–C(19) 
	-179.5
	-119.5

	C(4)–C(3)–C(17)–C(18) 
	86.1
	62.6

	C(5)–C(4)–C(3)–C(17) 
	-179.8
	178.7

	C(6)–C(5)–C(4)–C(3) 
	-0.7
	-0.3

	C(7)–C(8)–C(9)–C(10) 
	0.1
	0.1

	C(8)–C(9)–C(10)–C(11) 
	0.0
	-0.7

	C(10)–C(11)–C(12)–C(7) 
	0.3
	0.1

	C(11)–C(12)–C(7)–C(8) 
	-0.2
	-0.7

	C(11)–C(12)–C(7)–C(16) 
	179.8
	177.8

	C(12)–C(7)–C(8)–C(9) 
	0.0
	0.6

	C(12)–C(11)–C(10)–C(9) 
	-0.2
	0.7

	C(15)–C(2)–C(3)–C(4) 
	-179.0
	-179.9

	C(15)–C(2)–C(3)–C(17) 
	1.3
	2.3

	C(15)–C(2)–C(1)–C(6) 
	178.3
	178.9

	C(16)–C(7)–C(8)–C(9) 
	-180.0
	-177.9

	C(17)–C(18)–C(19)–C(20) 
	179.1
	-167.1

	C(18)–C(19)–C(20)–C(21) 
	179.5
	177.8

	C(19)–C(20)–C(21)–C(22) 
	179.9
	-176.9

	C(20)–C(21)–C(22)–C(23) 
	-179.9
	177.0

	C(21)–C(22)–C(23)–C(24) 
	179.8
	-168.6

	C(22)–C(23)–C(24)–C(25) 
	-179.9
	172.7

	C(23)–C(24)–C(25)–C(26) 
	179.8
	-175.5

	C(24)–C(25)–C(26)–C(27) 
	-179.8
	131.6

	C(25)–C(26)–C(27)–C(28) 
	179.8
	44.2

	C(26)–C(27)–C(28)–C(29) 
	-179.8
	54.5

	C(27)–C(28)–C(29)–C(30) 
	179.9
	-143.4

	C(28)–C(29)–C(30)–C(31) 
	-179.8
	171.8

	O(2)–C(15)–C(2)–C(1) 
	-146.9
	-58.7

	O(2)–C(15)–C(2)–C(3) 
	32.5
	121.1

	O(2)–C(15)–N(1)–C(11) 
	0.9
	-15.2

	N(1)–C(15)–C(2)–C(1) 
	35.1
	118.5

	N(1)–C(15)–C(2)–C(3) 
	-145.5
	-61.7

	C(2)–C(15)–N(1)–C(11) 
	178.8
	167.8

	C(15)–C(2)–C(1)–O(1) 
	-3.8
	-1.4

	C(3)–C(2)–C(1)–O(1) 
	176.8
	178.8

	O(1)–C(1)–C(6)–C(5) 
	-177.1
	-178.4

	C(2)–C(1)–O(1)–C(13) 
	98.2
	-122.1

	C(6)–C(1)–O(1)–C(13) 
	-83.8
	57.6

	C(12)–C(7)–C(8)–CL(1) 
	-179.9
	-179.7

	C(16)–C(7)–C(8)–CL(1) 
	0.0
	1.8

	C(12)–C(7)–C(16)–F(3) 
	119.5
	-116.5

	C(12)–C(7)–C(16)–F(1) 
	-0.1
	3.1

	C(12)–C(7)–C(16)–F(2) 
	-119.6
	123.3

	C(8)–C(7)–C(16)–F(3) 
	-60.1
	62.0

	C(8)–C(7)–C(16)–F(1) 
	179.9
	-178.4

	C(8)–C(7)–C(16)–F(2) 
	60.5
	-58.2

	CL(1)–C(8)–C(9)–C(10) 
	-179.9
	-179.6

	C(15)–N(1)–C(11)–C(12) 
	176.9
	-18.2

	C(15)–N(1)–C(11)–C(10) 
	-3.8
	165.6

	C(1)–O(1)–C(13)–C(14) 
	174.6
	72.8

	N(1)–C(11)–C(12)–C(7) 
	179.7
	-176.1


