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Possible conformations of [NiL
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]

Gaussian 09 package

B3LYP/6-311G**

B97D/6-311G**



  

Ab initio molecular dynamics

CP2K 2.4 package

DFT based Born-Oppenheimer
molecular dynamics simulations

Changes of the selected 
parameters for the trans-1,3-N,S-
isomer of [NiL

2
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a-d: major characteristics of two 
hydrogen bonds N–H···O=P (black 
and red lines)

f: deviations of the dihedral angle 
S-N-S-N

g-h: changes in the distances 
between each sulfur atom and four 
o-Ph hydrogen atoms (coded in 
red, blue, green and black colors) 
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