
# 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        7.5704887540        1.0000000000        2.0000000000 

19-H        7.5704854347        2.0000000000        2.0000000000 

22-H        7.5069761126        1.0000000000        8.0000000000 

23-H        7.5069594804        2.0000000000        8.0000000000 

21-H        7.4896560742        3.0000000000        8.0000000000 

24-H        7.4896510863        4.0000000000        8.0000000000 

25-H        7.4691585630        5.0000000000        8.0000000000 

20-H        7.4691508593        6.0000000000        8.0000000000 

18-H        7.4509086495        7.0000000000        8.0000000000 

27-H        7.4508896210        8.0000000000        8.0000000000 

16-H        3.5374297412        1.0000000000        2.0000000000 

17-H        3.5372555738        2.0000000000        2.0000000000 


