
# 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      135.1340168653        1.0000000000        1.0000000000 

6-C      124.1337197511        1.0000000000        1.0000000000 

8-C      123.4137378902        1.0000000000        1.0000000000 

9-C      122.9598964806        1.0000000000        2.0000000000 

7-C      122.9532047202        2.0000000000        2.0000000000 

5-C      118.2709270326        1.0000000000        1.0000000000 

2-C       54.0550868199        1.0000000000        1.0000000000 

3-C       53.4734723365        1.0000000000        1.0000000000 


