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Table S1

Computed 13C NMR chemical shifts for compound 3 at B3LYP/6–311+G(2d,p) basis 

set with polarizable continuum model PCM in DMSO-d6 solvent (δ in ppm).

Position Scal. calc.
(QCP-1)

Scal. calc.
(QCP-2)

2 176.2 176.3
3 77.1 78.0
3a 124.3 124.6
4 128.0 126.6
5 119.2 118.7
6 128.7 129.0
7 106.7 106.8
7a 142.9 143.2
2' 66.0 65.0
3' 27.5 28.4
4' 26.2 26.0
5' 48.5 46.1
2'' 179.5 175.6
3'' 63.2 65.7
3''a 127.8 131.3
4'' 124.1 126.3
5'' 119.6 119.6
6'' 126.7 128.4

7'' 106.9 107.3

7''a 142.2 142.7
1''' 56.8 54.2
2''' 174.6 174.1

AveDev 1.5 1.8
MaxDev 4.0 5.1
R2 0.9984 0.9972



Table S2

Computed 13C NMR chemical shifts for compound 3 at B3LYP/6–311+G(d,p) basis 

set with polarizable continuum model PCM in DMSO-d6 solvent (δ in ppm).

Position Scal. calc.
(QCP-1)

Scal. calc.
(QCP-2)

2 185.6 185.7 
3 84.2 83.6 
3a 132.4 132.4 
4 136.6 135.0 
5 128.1 126.9 
6 137.5 137.7 
7 115.2 114.8 
7a 152.1 151.8 
2' 72.9 71.4 
3' 33.7 33.9 
4' 31.9 31.8 
5' 54.8 50.3 
2'' 188.5 184.8 
3'' 69.5 73.9 
3''a 136.3 139.7 
4'' 132.5 135.1 
5'' 128.3 127.9 
6'' 135.8 136.5 
7'' 115.0 115.6 
7''a 151.2 151.3 
1''' 64.0 59.8 
2''' 184.1 183.5 

2'''-OCH3 55.3 55.6 
R2 0.9989 0.9984


