
# 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      132.8127286618        1.0000000000        1.0000000000 

 7-C      123.4090460909        1.0000000000        1.0000000000 

 9-C      123.0807175547        1.0000000000        1.0000000000 

 6-C      122.7141859646        1.0000000000        1.0000000000 

 8-C      122.4431119173        1.0000000000        1.0000000000 

10-C      121.3613054956        1.0000000000        1.0000000000 

 1-C       58.9914303563        1.0000000000        1.0000000000 

 2-C       57.6618051086        1.0000000000        1.0000000000 

 5-C       13.0727551455        1.0000000000        1.0000000000 


