
# SCF GIAO Magnetic shielding 

# X-Axis:  Shift (ppm) 

# Y-Axis:  Degeneracy 

# Reference:  TMS B3LYP/6-31G(d,p) Chloroform 

# Reference shielding:  31.7462 ppm 

# NMR Degeneracy Tolerance:  0.05 

# 

#                      X                   Y          Degeneracy 

26-H        7.5704841389        1.0000000000        2.0000000000 

19-H        7.5704834999        2.0000000000        2.0000000000 

22-H        7.5068678703        1.0000000000        8.0000000000 

23-H        7.5068626517        2.0000000000        8.0000000000 

21-H        7.4896436489        3.0000000000        8.0000000000 

24-H        7.4896423886        4.0000000000        8.0000000000 

25-H        7.4692228197        5.0000000000        8.0000000000 

20-H        7.4692207784        6.0000000000        8.0000000000 

18-H        7.4506677226        7.0000000000        8.0000000000 

27-H        7.4506616875        8.0000000000        8.0000000000 

16-H        3.5374733896        1.0000000000        2.0000000000 

17-H        3.5374214873        2.0000000000        2.0000000000 


