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(2) Path Integral Molecular Dynamics



Path Integrals. TepmoanHammnka
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Path integrals. Busyanmsauus

P=1
ObbluHaa QMD
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Path integrals. Busyanusauuns BbIMMCIUTENbHbIX AUEeK




Path integrals. Busyannsaums
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Path integrals. Busyannsaums

P=5
B3anmopencreme mexay
PACYETHbIMM SHYENKAMMU
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PACYET SNEKTPONPOBOAHOCTU POPMYSTaMMN
Kybo-IPpnHBYAS

(1) B 1 Wezhz
o (w,Ry) = 3 m2w) Z 2wk - [f (Enk, T) — f (Eni, T')] X

?:'J.j?aﬂk

X|<wn’k|va|wnk>|2 + 0 (E‘n’k — Enx — hw) 9

‘ ! exp | — E — | (1)
3(B) = o= p( ME)Q) oo(Ry) = lim o7 (w, Ryp)
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(4) BbiBOAbI
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BboiBOAbI

B pamKax nogxoga PIMD+DFT:

MonyyeHa «aTomapHaa» meTacTabunbHas BeTBb

Tennota ¢pasosoro nepexona AQ = 0.032 sB/atom
Tpémsa cnocobamm

* Bnepsble ncnonb3yetca metoq, oueHKn AQ yepes
napHyto sHTponuto (=0.02 aB/atom)

* Yyer KBaHTOBbIX 3P PEeKTOB AAep He BAUAET HA
Tennoty ¢a3oBoro nepexoaa

DNEeKTPonpoBOAHOCTb

* Pe3Kui1 poCT 3/1eKTPONPOBOAHOCTU NpU $pa30BoOM
nepexoae B «atomapHoe» cocroaHue (>2000 Cm/cm)

* bonee nnaBHbIN POCT HA MeTacTabnnbHbIX BETBAX
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