


	Atom number

	Calcd isotropic shielding constantsa
σ
	Calcd chemical shiftb
δ (ppm)
	Exp. Chemical shift (7)
δ (ppm)

	C1
	-15.84
	188.0
	188.3

	C2
	138.73
	40.8
	39.4

	C3
	134.07
	45.3
	40.9

	C4
	151.29
	28.9
	25.2

	C4a
	48.91
	126.4
	124.4

	C4b
	52.05
	123.4
	123.7

	C5
	42.24
	132.7
	115.5

	C6
	53.53
	122.0
	123.8

	C7
	50.26
	125.1
	127.0

	C8
	66.20
	109.9
	112.6

	C8a
	37.29
	137.4
	139.2

	C9a
	45.78
	129.3
	131.7

	C10
	-1.87
	174.7
	173.1

	C11
	115.41
	63.0
	60.4

	C12
	168.36
	12.6
	14.0



Table 2: a Isotropic shielding constants were calculated by generating conformers with CREST, followed by GIAO shielding calculations using CENSO/ORCA at the B3LYP/6-311+G(2d,p) level with the SMD solvation model for DMSO, and with Boltzmann-weighted averaging of the conformers. b The resulting isotropic shielding constants were converted into chemical shifts using the scaling factors reported by G. K. Pierens for the B3LYP/6-311+G(2d,p) method [Pierens, G. K. J. Comput. Chem. 2014, 35, 1388].










	Atom number

	Calcd isotropic shielding constantsa
σ
	Calcd chemical shiftb
δ (ppm)
	Exp. Chemical shift (7)
δ (ppm)

	C1
	152.76
	27.5
	25.2

	C2
	135.93
	43.5
	40.9

	C3
	135.50
	43.9
	39.4

	C4
	-14.80
	187.0
	188.3

	C4a
	65.65
	110.4
	124.4

	C4b
	51.34
	124.0
	123.7

	C5
	44.51
	130.5
	115.5

	C6
	50.35
	125.0
	123.8

	C7
	54.71
	120.8
	127.0

	C8
	67.57
	108.6
	112.6

	C8a
	38.40
	136.4
	139.2

	C9a
	21.82
	152.1
	131.7

	C10
	-1.17
	174.0
	173.1

	C11
	115.56
	62.9
	60.4

	C12
	168.25
	12.7
	14.0



a Isotropic shielding constants were calculated by generating conformers with CREST, followed by GIAO shielding calculations using CENSO/ORCA at the B3LYP/6-311+G(2d,p) level with the SMD solvation model for DMSO, and with Boltzmann-weighted averaging of the conformers. b The resulting isotropic shielding constants were converted into chemical shifts using the scaling factors reported by G. K. Pierens for the B3LYP/6-311+G(2d,p) method with implicit solvation [Pierens, G. K. J. Comput. Chem. 2014, 35, 1388].
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