
# 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 

 5-C      135.3877552679        1.0000000000        1.0000000000 

 4-C      130.3705902736        1.0000000000        1.0000000000 

 3-C      126.6664766962        1.0000000000        1.0000000000 

 1-C      123.7910921435        1.0000000000        1.0000000000 

 6-C      123.5334148944        1.0000000000        1.0000000000 

 2-C      121.7441902037        1.0000000000        1.0000000000 

 8-C       52.8211723608        1.0000000000        1.0000000000 

 7-C       52.1924709001        1.0000000000        1.0000000000 

10-C       30.1802739472        1.0000000000        1.0000000000 

 9-C       29.0634833561        1.0000000000        1.0000000000 


