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SI Comparison between the calculated optimized and X-ray geometrical parameters for the CPNC compound.
	
	CPNC

	
	X-ray

	DFT 
B3LYP/6-311G++(d,p)

	Bond length (Å)

	O1—C21
	1.215 (3)
	1.223

	O2—N2
	1.227 (3)
	1.224

	O3—N2
	1.222 (3)
	1.224

	N1—C1
	1.404 (3)
	1.402

	N1—C13
	1.425 (3)
	1.414

	N2—C25
	1.472 (3)
	1.482

	C16—C19
	1.471 (3)
	1.457

	C19—C20
	1.320 (3)
	1.348

	C20—C21
	1.485 (3)
	1.478

	C21—C22
	1.507 (3)
	1.509

	Bond angle (°)

	C1—N1—C13
	126.3 (19)
	125.9

	O2—N2—O3
	123.6 (2)
	124.8

	C25—N2—O3
	118.5 (2)
	117.6

	O1—C21—C22
	119.9 (2)
	119.2

	O1—C21—C20
	121.9 (2)
	122.2

	C17—C16—C19
	122.3 (2)
	123.5

	C16—C19—C20
	126.4 (2)
	127.9

	C19—C20—C21
	120.8 (2)
	120.3

	C20—C21—C22
	118.2 (2) 
	118.6

	C21—C22—C27
	122.34 (19)
	123.1

	Torsion angle (°)

	C1—N1—C13—C14
	51.8 (4)
	53.2
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	C19—C20—C21—O1
	−27.7 (4)
	−4.4

	O1—C21—C22—C23
	−9.5 (4)
	−18.6

	O1—C21—C22—C27
	167.4 (3)
	159.7

	C16—C19—C20—C21
	−175.9 (2)
	178.7

	C19—C20—C21—C22
	150.0 (2)
	176.7

	C20—C21—C22—C27
	 −10.4 (3)
	−21.3

	C20—C21—C22—C23
	172.7 (2)
	160.3






