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Supramolecular Polymers
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Ring-Linear Transition
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Sol-Gel Transition
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Functionality of Stickers

. ¢ Hydrogen bonding stickers '
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Coarse-Grained Model for SMPs

e United Atom Model for Polyethylene and polybutylene glycols

¢ Hydrogen bonding stickers (Leeetal, J. Chem. Phys. 2018)
j
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Sampling Methods

"o Stochastic Approximation Monte Carlo (SAMC)

o Wang-Landau algorithm (Landau et al, Am. J. Phys. 2004)
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e SAMOC (Liang et al, J. Am. Stat. Assoc, 2007)
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In[g(U)] = Wn[g(U)] + v (v, — P*(U)) Yt = Yo max(to, t)

e Replica Exchange SANMC (Vogel et al, Phys. Rev. Lett. 2013)
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e Density of States for Total Energies (Shakirov et al, Eur. Phys. J. 2016)
Umax
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Heterocomplementary SMPs

e THY-PEG(PBG)-THY and DAT-PEG(PBG)-DAT
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Ring-Linear Transition
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Flower-like Micelle
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Flower-like Micelle
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Flower-like Micelle
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Ring-Gel Transition
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Ring-Gel Transition
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Ring-Gel Transition
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Phase Diagram
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e SMPs with a temperature-dependent functionality sticker show a micelle
(or gel)-ring transition.

e At intermediate temperature, SMPs undergo a ring-linear transition.

e At very low temperature, dilute SMPs form flower-like micelles and semi-
dilute SMPs over overlap concentration form a gel. i

Thank you for your attention!
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