
# SCF GIAO Magnetic shielding 

# X-Axis:  Shift (ppm) 

# Y-Axis:  Degeneracy 

# Reference:  TMS B3LYP/6-31G(d,p) Chloroform 

# Reference shielding:  31.7462 ppm 

# NMR Degeneracy Tolerance:  0.05 

# 

#                      X                   Y          Degeneracy 

14-H        7.6151181635        1.0000000000        1.0000000000 

12-H        7.3911515066        1.0000000000        2.0000000000 

13-H        7.3875716488        2.0000000000        2.0000000000 

15-H        7.2514926596        1.0000000000        1.0000000000 

16-H        3.5595604359        1.0000000000        1.0000000000 

17-H        3.4830675462        1.0000000000        1.0000000000 

20-H        2.9466312630        1.0000000000        1.0000000000 

21-H        2.2672857944        1.0000000000        1.0000000000 

18-H        2.2090254761        1.0000000000        1.0000000000 

19-H        1.8734428274        1.0000000000        1.0000000000 


