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DUUKA CUNLHO KOPPeAUPOBAHHBIX U HeynopsdouenHblx cucmem. Cmendosble 00Kaa0bl

TpeX‘IaCTH‘IHBIe KOppEJAINHNHA B (KUAKOM U aMOP(I)HOM AJIIOMHHHUHA

B.H. TasmmasaoBY?*, A.B. Mok 2

1Kasanckuii (IIpuBoJKCKAi) (efiepanbHblil yHUBepcHUTeT, Kaszanb, Poccus
2VamypTckuil eepaabHbIi HayuHbIi eHTp YpO PAH, Mxesck, Poccus
*E-mail: bulatgnmail@gmail.com

TpexuyacTU4YHble KOPPEJISIIUN OKa3bIBAIOT CYIIeCTBEHHOE BJIMSIHUE Ha pas3IM4YHble IPOIECCHI,
MPOTEKAIOIIE B KOHIEHCUPOBAHHBIX CpelaX. YUeT TPeXUYaCTUIHBIX KOPPESIAIUA HeOOXOauM, Ha-
npumep, A5 00bsICHEHUsT TUHAMUYECKONH HEOMHOPOTHOCTU B SKUAKOCTAX, [JIsT OMMMCAHUS TPAHC-
TIOPTHBIX CBOWCTB B XMMHUUYECKUX DeaKLMAX, JJs1 ONMCAaHMUs Ipolecca amMopdU3aluM SKUTKO-
creil npu ObICTpOM oxyiaxkgeHuu [1,2]. [IpsiMas olleHKa Tpex4aCTUUYHBIX KOppesAluN dKCIepu-
MEHTAJbHBIMU METOJAMU SIBJISIETCSI YPE3BBIUAMHO CJI0KHOU 3amgavyeid. [ToqpobHyo mH(pOpMaIIIo
0 TPeX4aCTUYHBIX KOPPeANUAX MOYKHO MOJYYUTh HAa OCHOBE JAHHBIX MOAEJHMPOBAHUS aToM-
HOM/MOJIERYISIPHON TUHAMUKH [3].

B HacTosieit paboTe Ha OCHOBE TAaHHBIX MO-

: : JeJIMPOBAHUSI aTOMHOM AMHAMHUKU BBIIOJIHEH
i aQHATN3 TPEXYaCTUYHBIX KOPPEJSAIUNA B SKUI-
- oo 100K KOM 1 amop¢HOM amoMuHNY [4]. BBeneHa Tpex-
YyacTUYHasA KoppessuoHHasA (yHKIusa g(S)
IUIST XapaKTepHU3alluh OTHOCUTEJHbHBIX TOJIO-
SKEHUU Pa3JIUYHBIX TPeX aTOMOB — TPUILJIETOB
¢ mwiomanpio S. OOHaApyKeHo, YTO B cJiydae
0 0.5 o 1 1.5 SKHAKOTO aJioMHUHUS ¢ TeMneparypamu 1000 K,

S/o
1500 K 1 2000 K TpexdyacTu4YHble KOpPEJIALNN

60Jiee BBIpaskeHbI B IIPOCTPAHCTBEHHBIX Mac-
Puc. 1. TPEXUACTUUHASL KOPPEJISIUOHHASI ®VHK- ITA64aX. CDABHIMBIX C DA3MEDOM BIODOI KO
musa ¢(S), NOJYYEHHASA [AJIS AMOP®HOIO » CP p p p

ATIOMUHUS TIPU TEMITEPATYPAX 50 K, 100 K 1 OPAWHAIMOHHON cepsl. B ciyuae amopdHo-
150 K. ro ajgoMuHusa ¢ Temrneparypamu 50 K, 100 K u

150 K koppessnuy BO B3aUMHOM PaCIOJIOMKe-

HUM TPeX YaCTUL| IIPOABJISIOTCS BIIOTH J0 IIPO-
CTPaHCTBEHHBIX MacIITab0B, KOTOpbIE COMIOCTABUMBI C pa3MepOM TpeThell KOOpAUHAIIMOHHOU cde-
pbl (cM. puc. 1). [TokasaHo, 4TO BpeMeHHas 3aBUCUMOCTb TPeX4aCTUYHbBIX KOPPeJIAUNA B 3TUX CUCTe-
Max BOCIIPOU3BOIUTCSA C IOMOIIBI0 HHTErpo-auddepeHIuaIbHOro ypaBHeH!s THUIIa 0000IeHHOTo
ypaBHeHus JlaHskeBeHa [5]. 3gech HabJ/II0DAETCS COOTBETCTBUE MEXKIY TEOPEeTHYECKUMU pe3yJIbTa-
TaMH U HalllUMU JaHHBIMU MOJIEIMPOBAHMSI ATOMHOM TUHAMUKU.

Paboma évtnoanena npu gurarcosoli noddepacke PHD (npoekm Ne 19-12-00022).

1. M. Tokuyama, Physica A 378, 157 (2007).

2. 0.S. Vaulina, O.E Petrov, V.E. Fortov, A.V. Chernyshev, A.V. Gavrikov, O.A. Shakhova, Phys. Rev. Lett.
93, 035004 (2004).

3. S. Gupta, ].M. Haile, W.A. Steele, Chem. Phys. 72, 425 (1982).

4. B.N. Galimzyanov, A.V. Mokshin, Physica A 478, 103 (2017).

5. A.V. Mokshin, Theoret. Math. Phys. 183, 449 (2015).

62



