
Figure S1. The optimized geometry of the complex in which indigo is aligned parallel to the 
tube axis 

Table S1. Stabilization energy of dyad and triad using different functional at 6-31G** level

Functional ΔEstab of dyad (kcal/mol) ΔEstab of triad (kcal/mol) 

B97-D -28.27 -56.75 

B3LYP-GD2 -27.85 -55.94 

M062X -18.36 -37.03 

CAM-B3LYP 4.17 8.39 

B3LYP 11.85 23.71 
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Table S2. The calculated values of absorption wavelengths, corresponding oscillator strengths, 
prominent molecular orbitals involved and the respective percentage contribution for Indigo, 
CNT and their complexes. The isodensity plot of molecular orbitals is also shown. 
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