
# 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      134.0882306889        1.0000000000        2.0000000000 

 5-C      134.0881267422        2.0000000000        2.0000000000 

14-C      124.2208033233        1.0000000000        2.0000000000 

 7-C      124.2207971461        2.0000000000        2.0000000000 

 9-C      123.5185455721        1.0000000000        2.0000000000 

12-C      123.5185340698        2.0000000000        2.0000000000 

13-C      123.2130598964        1.0000000000        2.0000000000 

 8-C      123.2130229932        2.0000000000        2.0000000000 

11-C      123.0790994058        1.0000000000        2.0000000000 

10-C      123.0789553254        2.0000000000        2.0000000000 

15-C      118.2636169885        1.0000000000        2.0000000000 

 6-C      118.2635634531        2.0000000000        2.0000000000 

 2-C       66.4260439474        1.0000000000        2.0000000000 

 3-C       66.4259777382        2.0000000000        2.0000000000 


