
# 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      134.0876875250        1.0000000000        2.0000000000 

 5-C      134.0872979736        2.0000000000        2.0000000000 

14-C      124.2199928909        1.0000000000        2.0000000000 

 7-C      124.2199617034        2.0000000000        2.0000000000 

 9-C      123.5176480028        1.0000000000        2.0000000000 

12-C      123.5176146852        2.0000000000        2.0000000000 

13-C      123.2120149984        1.0000000000        2.0000000000 

 8-C      123.2118894494        2.0000000000        2.0000000000 

11-C      123.0782392189        1.0000000000        2.0000000000 

10-C      123.0777744588        2.0000000000        2.0000000000 

15-C      118.2628754634        1.0000000000        2.0000000000 

 6-C      118.2626796759        2.0000000000        2.0000000000 

 2-C       66.4279228327        1.0000000000        2.0000000000 

 3-C       66.4277135548        2.0000000000        2.0000000000 


