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Figure S1. Dependence on the effective charge (qeff) of the calculated B3LPY/LanL2DZ 

(full circles) and B3LYP/def2-TZVPP (empty circles) a) energies of formation (DEf) and 

b) injected Mulliken charges (qCN➞Ag) of top-C (blue) and top-N (red) stick-like 

complexes shown in Figure 1.  

 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 

S2 

DE
f /

 e
V

-0.4 -0.2 0.2 0.40.0
qeff / a.u.

2

0

-2

-4

-6
DE

f/
 e

V

2

0

-2

-4

-6

qCN➞Ag / a.u.
-0.75 -0.65 -0.45 -0.35-0.55

hybrid
C

P
hybrid

qeff<0

qeff>0qeff<0

qeff>0
hy
br
id

CP
hy
br
id

a) b)



 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
Figure S2. Dependence of the B3LPY/LanL2DZ, wB97-XD/LanL2DZ and M06-

HF/LanL2DZ calculated wavenumbers of the n(CN-) vibration (�̅�cal) on the effective 

charge (qeff) of top-C (empty circles) and top-N (full circles) linear [Agnq-CN]q-1 

complexes. 

 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
Figure S3. Dependence of the B3LPY/LanL2DZ and B3LPY/Def2-TZVPP calculated 

wavenumbers of the n(CN-) vibration (�̅�cal) on the effective charge (qeff) of top-C (empty 

circles) and top-N (full circles) linear [Agnq-CN]q-1 complexes. 
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