
Supporting Information

HRMAS-NMR and simulation study of self-assembly of surfactants on carbon 

nanotubes

Raman Preet Singh,1,* Taranpreet Kaur2

1Department of Pharmaceutical Sciences, Government Polytechnic College for Girls, Patiala 

(PB), India – 147 001

2Department of Biotechnology, Govt. Mohindra College, Patiala (PB), India – 147 001

*Corresponding author: Raman Preet Singh, E-mail: ramanpreetsingh@hotmail.com

Electronic Supplementary Material (ESI) for Physical Chemistry Chemical Physics.
This journal is © the Owner Societies 2023



Supporting Figure S1. RDF between different beads in T80 molecules and SWCNT surface. 

(A, B) show RDF plots of different beads of SWCNT-bound micelle with SWCNT surface, 

(C, D)  show RDF plots of different beads in unbound T80 molecules (micelles + unimers) 

with SWCNT surface. The RDF values in A-D were calculated for the last 50 ns of 

simulation from a total simulation time of 100 ns.



Supporting Figure S2. RDF between different beads in T80 molecules and SWCNT surface. 

(A, B) show RDF plots of different beads of SWCNT-bound micelle with SWCNT surface, 

(C, D)  show RDF plots of different beads in unbound T80 molecules (micelles + unimers) 

with SWCNT surface. The RDF values in A-D were calculated for the last 50 ns of 

simulation from a total simulation time of 500 ns.



Supporting Figure S3. RDF between different beads in a PF68 molecule and SWCNT 

surface. (A, B) show RDF plots of PO beads with SWCNT surface. The interaction of a 

single PF68 molecule with SWCNT was studied. The RDF values in A and B were calculated 

for the last 50 ns of simulation from a total simulation time of 100 ns.



Supporting Figure S4. RDF between different beads in a PF68 molecule and SWCNT 

surface. (A, B) show RDF plots of PO beads with SWCNT surface while (C, D) show RDF 

plots of EO beads with SWCNT surface. The interaction of a single PF68 molecule with 

SWCNT was studied. The RDF values in A-D were calculated for the last 50 ns of simulation 

from a total simulation time of 500 ns.



Supporting Figure S5. RDF between different beads in 10 PF68 molecule and SWCNT 

surface. (A, B) show RDF plots of PO beads with SWCNT surface and (C, D) show RDF 

plots of EO beads with SWCNT surface. The interaction of 10 PF68 molecules with SWCNT 

was studied. The RDF values in A-D were calculated for the last 50 ns of simulation from a 

total simulation time of 100 ns.



Supporting Figure S6. RDF between different beads in 10 PF68 molecule and SWCNT 

surface. (A, B) show RDF plots of PO beads with SWCNT surface and (C, D) show RDF 

plots of EO beads with SWCNT surface. The interaction of 10 PF68 molecules with SWCNT 

was studied. The RDF values in A-D were calculated for the last 50 ns of simulation from a 

total simulation time of 500 ns.



Supporting Figure S7. RDF between different beads in 10 PF68 molecule and MWCNT 

surface. (A, B) show RDF plots of PO beads with MWCNT surface and (C, D) show RDF 

plots of EO beads with MWCNT surface. The interaction of 10 PF68 molecules with 

MWCNT was studied. The RDF values in A-D were calculated for the last 50 ns of 

simulation from a total simulation time of 100 ns.


