
# 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 

16-H        7.5005767021        1.0000000000        3.0000000000 

19-H        7.4965316050        2.0000000000        3.0000000000 

17-H        7.4764052558        3.0000000000        3.0000000000 

18-H        7.4215026483        1.0000000000        1.0000000000 

20-H        7.3072679680        1.0000000000        1.0000000000 

11-H        3.4146181315        1.0000000000        1.0000000000 

12-H        2.7878694335        1.0000000000        1.0000000000 

15-H        1.6782273930        1.0000000000        1.0000000000 

14-H        1.5872935526        1.0000000000        1.0000000000 

13-H        0.7169491095        1.0000000000        1.0000000000 


