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SIKP 75As J3mepennbii panee mpH remmeparypax 77 u 300 K coctosn u3
4aCTOTHI KOTOPBIX PaBHBI 70.336, 69.537 u 72.804, 71.942
00 K coOTBETCTBEHHO. Hamu ObUla BBINOJHEHA Cepus
a mrorsoctd (DFT) ¢ HCIOJIb30BaHHem
KOpPEJISLHOHHBIX H rHOPHAHBIX (YHKUHOHATIOB. Bbuio HaiineHo
HTa/IBHBIM [JAHHBIM: KIACTCP Asl As16S25n — T =
(yHKIHOHAT BHHLYP; T =77 K=70.3358 MI'yy,
crep Asll As19S28n—T =300 K, =71.95
5, T="77K,=72.81 MI'ny, n = 12, Gazuc

CnexTp
ABYX PE30HAHCHBIX JUHHMI,

MI' ans TeMmmepaTyp 77 u 3

pacucToB B PAMKaX teopHi  (yHKIHOHAT

pazMIIHBIX 0OMEHHBIX,
xopolee COOTBETCTBIIC 9KCIEPUME
300K, =69.54 MI'y, n= 1, 6azuc sto(3),

n = 4, 6azc sto(3), pyHKUHOHAT BHHLYP; kia;

MT i n = 0, Gasc sto(4), GyHKUHOHAT B3LYPI

sto(4), GyHKIHOHAT B3LYPL,5.
B nacrosmieii paboTe OCHOBHOE BHHMAHHE 6BUIO Y/IEIEHO aHAJTH3Y SHEPreTHHECKHIX

JAMArpaMM HCCIeTyeMBbIX KiaacTepoB. B 9acTHOCTH, aHaJW3 BEJIMYMAHBI IICITH L&%@
HOMO npHBONT K CIEIyIOLIHM Pe3y/IbTaTaM: wracrep Asl As16S25n —T = 300K, A
0.3265eV: T=77 K, A=0.9496848 eV xi1actep AslI As19S28n—T =300 K, A=0.04353

eV: T=77K, A=0.01088 eV. O6pamaer Ha ce0Os BHUMaHHE, B 9ACTHOCTH,

BeTHuHHE! HIeTei 0YeHb MaTeHbKHe. Bosiee Toro, XapakTep H3MEHCHHS BEJIHE
TeMIepaTypoii pa3iHyeH UL IBYX MCCICAYEMBIX HEIKBHBAJICHTHBIX MOJIOXK!
Asll — eci B mepBoM ciydae HaOMIOHAaeTCs YMCHBIICHHE IICIH B
TeMIepaTyphl, 4TO THIHYHO JUIsl [IOTYTIPOBOIHHKA, TO BO BTODOM CITyd:
HECKOJIBKO PACTET, YTO XapakTepHo ii MerauioB. Ha Haml B3L
0COBEHHOCTH MOTYT OBITh CBA33HBI C AHOMATLHON 3aBUCHMOCTBIO H
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