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Figure 1: Snapshots of the SWNT growth process from (A) Co and (B) Fe catalysts. The
blue balls represent metal atoms, while the white, red, orange, and green balls represent
carbon atoms with different numbers of C-C bonds. The growth temperature was 1500 K
with ngee = 3. (C) Deactivated Co catalyst due to encapsulation by a carbon shell.

Figure 3. Structural presentations of the CNT- CS; system (top and bottom).
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Figure 1. Direct MD-simulations with a double ring seed with ReaxFF model.
Figure 1| Motion of (a) fullerene C4o molecule, and (b-d) shot-length (5,5) carbon nanotubes Cjg0, (¢) Cis0, and (d) Cyeo, respectively, along a
finite-width zigzag carbon nanoribbon. Valent bonds of the nanoribbon | are shown in green, while the valent bonds of the absorbed fullerene-like
molecules, are shown in red. Temperature is T = 300 K.
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PaccesiHue aTOMOB BOJ0PO/a HA TOpPLE HAHOTPYOOK ¢ 3Heprueit 1003B/aTtom, «perucrpanus»
PaccesiHHbIX ATOMOB HA «IKPaHe»
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CpaBHuUTEe/IbHBbIE JaHHbIE 10 PACCESTHUIO JIJI1 PA3HOYNIAKOBAHHBIX HAHOTPYOOK (aTOMBbI
Boaopoxaa, 1003B/arom)
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PaccesiHue aTOMOB Ha TOpIle MYYKa HAHOTPYOOK, pacnpenejieHue
HHKAINCYJIMPOBAHHBIX aTOMOB

YucJ10 aTOMOB B €J10€, OTH.¢/1.
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Pacnpenenenue
MHKAICYJIMPOBAaHHBIX aTOMOB
BHYTpHU HaHOTpyOOK. Ha
rpaduke mpeacTaBICHbI
IIOCJIOMHBIE PACIIPEICTIEHUS
MHKAICYJIMPOBAaHHBIX aTOMOB
(11 PHEPrUM paccenBaeMbIX
atoMoB 15 u 20 sB/arom u
Pa3IMYHBIX YIJIOB)
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TpaekTopun (cxemaTnyecku) aToMOB BOAOPOAA, PACCEAHHbIX HA Topue
YrNnepoaHOM HaHOTPYOKM: a).- paccemBaembli aToOM  BOAOPOAA
npeTepneBaeT HECKO/JIbKO  CTO/JIKHOBEHUMW  BHYTPU  HAHOTPYOKMW,
MHKAMNCYAMpPYACb BHYTPU Hee, UAW MOKMAaA ee C APYroro KoHua, b).-
aToOM BOAOpPOAda, NpeTepneB OAHO (MM HECKONbKO) CTO/NIKHOBEHUM,
«CKOMb3UT» MO CTEHKE HAHOTPYbKW, c)-aTom BoAopoda, npeTepnes
HECKO/IbKO CTO/IKHOBEHWI, NOKNAAET HAHOTPYOKY Yyepes ee CTeHKy, d) —
aToOM BOAopoAa NpobMBaET CTEHKY HAHOTPYOKM, MOKMAaA ee.
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