
# 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 

17-H        7.5145487746        1.0000000000        4.0000000000 

14-H        7.5126828117        2.0000000000        4.0000000000 

16-H        7.4834399904        3.0000000000        4.0000000000 

15-H        7.4464399201        4.0000000000        4.0000000000 

13-H        7.2984012448        1.0000000000        1.0000000000 

10-H        3.6623892442        1.0000000000        1.0000000000 

11-H        3.1155160329        1.0000000000        1.0000000000 

12-H        2.5356048296        1.0000000000        1.0000000000 


