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Table S1. Carbon nanotube chiralities(m) indices] used in this work.

D, Label (n,m)

045  (51)
055 (7,0
0.65  (8,0)
0.75  (9,1)
0.85  (11,0)
095  (8,6)
1.05  (10,5)
1.15  (12,4)
1.25  (16,0)
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Figure S2: Evidence of formation of an interpenetrating half-wrap {@@in complex for the
RC5/0.45 nm systen{a) Snapshot, with sulfur atoms indicated as yellow sphei®s.
Sulfur-sulfur non-bonded contacts as a function of tigee Percentage of radial coverage as a

function of time. The dark line indicates the running averafthis coverage.
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Figure S3: Evidence of formation of a 3-sulfur two-chain complex foe tRC5/0.45 nm
system.(a) Snapshot, with sulfur atoms indicated as yellow sphgi®sSulfur-sulfur contacts
as a function of time(c) Percentage of radial coverage as a function of time. Theldwk

indicates the running average of this coverage.
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Figure $4: Evidence of two-chain complex for the RC7/0.75 nm system sujmgpa
cyclised-wrap structurga) Sulfur-sulfur non-bonded contact as a function of tir¢i®.

Percentage of radial coverage as a function of time. Theldakndicates the running

average of this coverage.
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Figure S5: Evidence of cyclised wrap configuration for the RC5/0.45 nntesyisstarting from
a helix geometry(a) Sulfur-sulfur contacts as a function of timg@) Percentage of radial

coverage as a function of time.
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Figure S6: Evidence of a stable helix configuration for the RC7/0.45 nnbesysstarting from
a helix geometry(a) Sulfur-sulfur contacts as a function of tim@) Percentage of radial

coverage as a function of time. The dark line indicates thaing average of this coverage.



Supplementary Material (ESI) for Nanoscale
This journal is (c) The Royal Society of Chemistry 2009

a)
T T T
b
Head 1 - Head R
—— Tail 1 - Head 2
— Tail1-Head 1
— Tail 1 - Tail 2

M:H‘M mon M’E

|

Sulfur - Sulfur Separation / A~

| | L | L | L |
1000 2000 3000 4000 5000
Time / ps
100 - - ] - I

(¢)

Percentage of radial coverage~
(o] (o]
o o
I I
| |

~
o
T
|

(o]
o
T
|

S
o

| | I | I | I |
1000 2000 3000 4000 5000
Time / ps

Figure S7: Evidence of a two interpenetrating half-wrap geometriegtfe RC7/0.75 nm
system starting from a two side-by-side cyclised-wrap ¢amétions.(a) Snapshot of final
conformation, with sulfur atoms indicated as yellow spkefie) Sulfur-sulfur contacts as a
function of time.(c) Percentage of radial coverage as a function of time. Thelderk

indicates the running average of this coverage.



