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Fig. S1 Line profiles taken from the DCLN molecule.  

    

 

  



  

Fig. S2 (a) Fitted straight lines to measure the bond lengths on SD filtered image, (b) Each 

bond considered in the groups given in the manuscript marked accordingly on the model 

of DCLN molecule.  

 

 Computational Details: 

The geometry optimization of the DCLN molecule in the gas phase was performed using the 

B3LYP functional [1] together with the TZVPP basis set [2] as implemented in the 

TURBOMOLE V6.3 program package[3]. In addition, the RI approximation[4] and the D3-

dispersion correction was applied.[5,6] 
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