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A Simulational Study on the Shape of Poly (macromonomer)

Katsunori ITOH, Kohzoh SHIOKAWA, and Norio NEMOTO

Computer simulation has been carried out to study conformation of poly (macromonomer), a comb poly-

mer with a long branch in every monomeric unit.

Effects of the main backbone chain length as well as the

side chain length on the shape of poly (macromonomer) are examined using the bond fluctuation model in the

simulation.
side chain length increases.
(macromonomer) in the extended state.
main chain.
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We find that the shape of the main chain varies from a coil form to an extended form as the
The main chain axis has same direction as the main axis of poly
The side chain keeps a coil form irrespective of conformation of the
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Table. 1  Type of bond vectors. 1 k ko k
Type H* Number 2 Zk:X"Y" %Y"Z %Y"Z"
(2,0,0) 4 6 IXZ, ZYZ, XZF
(2,1,0) 5 24 k k k
(2,1,1) 6 24 - . N _
220 GO0 5 ™ CBFBET AV kOERED X RATHY, ald
(3,1,0) 10 24 t 7 A bOBET, FHOBAIT N+, o
(3.1,1) 11 24 ElX ntl ThHA.
2.2,2) 12 8 BEATFIOEEE €2, n2 (7 (E2n20) i, €h
gj‘g 2 . B, SEETEOSEEEEO RIS L. A5
Toml 22 T, EEOBEE EHORARTHMBEEMET

*: 4% is the square of bond length.
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Fig. 1  Plot of (€%, against main chain length N.
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and side ((J) chain, respectively.
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Table. 2 Poly (macromonomer) shape representations
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Fig. 2 A plot of the exponent in eqs-1 and 2 for main (@)
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Fig. 5 Plot of the exponent in eq. 2 for side chains Fig. 7  Distribution of values of direction cosine for
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