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BL of 5MR

Au-L BL Au-N BL Au-Au NICS(1)zz

Muliken charge 

on N

NBO charge on N

1-N-Au-NHC1 0.084 1.987 2.092 3.148 -27.4/-19.1 -0.505 -0.769

1-N-Au-NHC2 0.083 1.988 2.098 3.200 -27.5/-21.3 -0.517 -0.766

1-N-Au-NHC3 0.083 1.989 2.098 3.107 -27.5/-20.2

-0.505

-0.763

1-N-Au-NHC4 0.083 1.980 2.096 3.125 -27.7/-20.6

-0.512

-0.770

1-N-Au-NHC5 0.083 1.922 2.098 3.093 -27.7/-21.3 -0.506 -0.767

1-N-Au-NHC6 0.080 2.025 2.025 3.072 -27.5/-21.0 -0.496 -0.757

1-N-Au-NHC7-cis 0.080 1.989 2.111 3.020 -27.5/-21.5 -0.498 -0.763

1-N-Au-NHC7-trans 0.080 1.989 2.109/2.113 2.987 -27.5/-20.6 -0.496 -0.763

1-N-Au-NHC8 0.081 1.997 2.105/2.099 3.067 -27.6/-20.8 -0.504 -0.764

1-N-Au-NHC9

0.081 2.000 2.102 3.104

-27.5/-19.8

-0.503 -0.765

1-N-Au-NHC10 0.080 1.995 2.108 3.127 -27.6/-21.2 -0.509 -0.758



