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DIMERIZATION IN Na,RuO; COMPOUND UNDER PRESSURE
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In the thesis are presented results of pressure calculation using first-principal calcula-
tions using density functional theory. Was found that may expect a structural transition in

Na,RuO, at ~ 3GPa.

B IHOCJICAHUC I'OAbI B (1)I/IBI/IK€ TBCPAOIo TCJIa OoJIBIIIOE BHUMAHUE YACICTCA CO-
CIMHCHUSAM C KpHCTaHHH‘IGCKOﬁ pemeTKoﬁ ITYCJIMHBIC COTBI». I[aHHBIe COCIUHCHUA
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Puc. 1. (a) 3aBuUCMMOCTB MOJTHON SHEPTUU IBYX
ctpykryp Na,RuO, (6e3 u co cTpykTypHBIMI

auMepamMu Ru — Ru) utst pa3iindHbIix 00bemMoB, (D)
3aBUCHMOCTH JAaBJICHUS OT 00beMa JIJIsl ATUX JIBYX

CTPYKTYP.
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JEMOHCTPHUPYIOT IUPOKHI
CHEKTP Pa3IUYHbIX MAarHUTHBIX U
ANEKTPUYECKUX CBOUCTB [ 1, 2].

B nanHO# pabote wu3yvanach
BO3MOXKHOCTh 00Opa3oBaHUsl Iu-
MEpPU30BaHHOM KPUCTAIINYECKON
ctpyktypsl Na,RuO, [3] mox nas-

JICHUEM, C MCIOJb30BAaHUEM IIep-
BONIPHUHIIUITHBIX PACYETOB B TEO-
puu (QYHKIMOHAJIA BJIEKTPOHHOM
motHocTH (DFT — density func-
tional theory) B mpubauxeHue
o6o6menHoro rpaauenta (GGA —
generalized gradient approxima-
tion) [4]. beu1 oOHapyxkeH BO3-
MOXKHBIN (Da30BBIM TIEpEX0Oa TpH
BHemHeM paasieHuun 3 [1la. B
JTaHHOM (haze MOHBI Ru 00pa3yroT
JTUMEpBI, a TaKXKe MPOSBISIOTCS
CUJIbHBIC U3MEHEHUS B DJICKTPOH-
HBIX W MAarHUTHBIX CBOMCTBax
kpucramia Na,RuO,, cesa3aHHbIE C

paspymicHUEM JaJdJbHCTO MArHuT-
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HOTO TOpsJIKa B HU3KOTEMIIEpaTypHOu ¢aze u o0pa3zoBaHUEM CIMHOBOMW INENU MpHU
nasjaeHuu oonbmieM, yeM 31 T]a.
[To manHOM TeMe HamMcaHa PyKOIKUCh U oTmpasiicHa B xypHai JETP Letters.
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THE STUDY OF MANIFESTATIONS OF THE JAHN-TELLER EFFECT IN
THE ELASTIC PROPERTIES OF CRYSTALS ZNSE:NI BY ACOUSTIC
SPECTROSCOPY
Shutov LS., Haritonov K.I., Sarychev M.N."
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The article is devoted to the method of the evaluation of the relaxation contribution to
the total elastic moduli for crystals with Jahn—Teller (JT) impurities applied to the analysis
of the experimentally measured ultrasound velocity and attenuation in ZnSe:Ni.

B xome ynmbTpa3BYKOBBIX M3MEpPEHUN ObUIM CHSTHI 3aBUCHUMOCTH aMILUIUTYIBI U
CKOPOCTH 3BYKOBOU BOJIHBI, IPOXOSIICH depe3 oOpaser] oT TeMIeparyphl B Juarna-
3oHe 4-120K. U3mepurenbHas ycTaHOBKA MOCTPOEHA MO cXeMe ¢ (pa30BBIM JICTCKTH-
POBAaHUEM C MOMOIIBIO ABTOMOACTPOUKM YACTOTHI YTO IMO3BOJISIET, UCIIONB3Ys BbIpa-
XKeHue 1, meperTu K CKOPOCTSIM YAbTPa3BYKOBBIX BOJIH.

Af  Av (1)

fo o
VYnbTpa3ByKOBBIE KOJIEOAHNS T€HEPUPOBAIKNCH C MMOMOIIBIO TbE30MpeoOpa3oBare-
jeit Ha yactotax 25-167 MI'u. Jlanubie ObUTH MOMYy4EHBI KaK AJIs MPOJOIBHBIX KOJIe-
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