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Based on the Holstein Hamiltonian, the charge dynamics in a chain of sites
is investigated at finite temperatures. Previously, we compared results obtained for
canonical ensemble and for microcanonical description. According to the simulation
results, the transition from the polaron mode to the delocalized state occurs in the
same range of thermal energy values of a chain of IV sites with the adjustment: for
the microcanonical description the temperature does not correspond to the initially
set one, but is determined after long-term calculations from the average kinetic
energy of the chain. Now, mixed model is considered: first, a polaron is automatically
formed in a short chain with Langevin thermostat, and then, the chain is extended
by sites with the same temperature. Dynamics of this system in the microcanonical
approach, i.e., for a chain in a vacuum, leads to polaron desruption and cooling of
the chain. Such effect may be useful in the design of a molecular DNA refrigerator.

B pamkax mopmenn XoscTeliHa paccMOTpeHa NUHAMHKA 3apsiia B LENOYKe C TeM-
nepatypoii. PaHee Oblio MpoBeneHO cpaBHEHHE pe3yJbTAaTOB, MOJYYeHHBIX OJs Ka-
HOHHUYECKOro aHcaMOJs W I/ MHKPOKAaHOHMYeCKOro omnucaHus. B oboux caydasx
Mepexofl OT pexKHMa ITOoJIPOHa K AeJOKAJHU30BAHHOMY COCTOSIHHIO TPOMCXOOHUT B OIH-
HAKOBOH 00/1aCTH 3HaYeHUH TEeNJIOBOH HepPTrUH Lenoyku N calToB ¢ yTOYHEHHeM: IS
MHUKPOKAHOHHYECKOTO OMHUCAHHUSI TeMIlepaTypa He COOTBETCTBYET HauajbHO 3aJaHHOH,
a onpejiesisieTcsl Ha OOJIBbLIMX pacyeTHBIX BpeMeHaX M3 cpefiHell KHHeTHUYeCKOH SHeprun
Hernouky. PaccMoTpeHa KOMOWHUpPOBAaHHAsE MOJe/Ib: CHavyaJsa MOJISIpOH aBTOMAaTHYeCKH
(opMHUpyeTCst B KOPOTKOH LeNOoYKe C TeMIlepaTypoi, 3aiaBaeMoil TepmoctatoM JlaH-
JKeBeHa, 3aTeM IleMouka yIJIMHSeTCs caliTaMM ¢ 3TOH XKe TeMmepaTypod. [luHamuka
HOBOH CHCTeMbl B MUKPOKAHOHHYECKOM OMHUCAHUH, T. €. AJs LeNOYKH B BaKyyMe, MPH-
BOJIUT K PaspylLIeHHIO MOJISIPOHA U K OXJa)KIeHHIo LHernodkd. OnrcaHHbH 3¢ heKT, Bo3-
MOKHO, GyJIeT moJie3eH MpU KOHCTPyHpoBaHUU MoJekynaspHoro JHK xononnnbHuKa.
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