
# SCF GIAO Magnetic shielding 

# X-Axis:  Shift (ppm) 

# Y-Axis:  Degeneracy 

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

# Reference shielding:  192.17 ppm 

# NMR Degeneracy Tolerance:  0.05 

# 

#                      X                   Y          Degeneracy 

 4-C      134.9753838685        1.0000000000        1.0000000000 

 9-C      124.0725201000        1.0000000000        1.0000000000 

 7-C      123.3280431168        1.0000000000        1.0000000000 

 6-C      122.7961776956        1.0000000000        1.0000000000 

 8-C      122.7269083165        1.0000000000        1.0000000000 

10-C      118.4861691403        1.0000000000        1.0000000000 

 2-C       62.3200571166        1.0000000000        1.0000000000 

 1-C       60.5763379799        1.0000000000        1.0000000000 

 5-C       18.8378379663        1.0000000000        1.0000000000 


