
# 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 

16-H        7.5472531115        1.0000000000        3.0000000000 

17-H        7.5236576140        2.0000000000        3.0000000000 

19-H        7.5152393205        3.0000000000        3.0000000000 

18-H        7.4563898824        1.0000000000        1.0000000000 

20-H        7.3925988251        1.0000000000        1.0000000000 

11-H        3.9886162513        1.0000000000        1.0000000000 

12-H        3.2814398323        1.0000000000        1.0000000000 

13-H        1.4412586192        1.0000000000        1.0000000000 

14-H        0.8392468436        1.0000000000        1.0000000000 

15-H        0.6925913722        1.0000000000        1.0000000000 


