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Anexkc C. Measuep

Hayunwtli compyodHuk CHEM.Lab.NCD, H3paunb

PEDEPAT. YueHue O METaXxMMHUU KaK pedueKCUr XUMHUYECKOTO
AusaiiHa B HayKe u TexHuke npod. C.A.KyTosmHa MOpeaCcTaBIECHO KaK
TpaHchopmara TpuHutapuama unaeii K-B-E ( Ko6oseBa - Bacuinbesa -
EpodgeeBa) He TOJBKO B Hayke, HO M HAHOTEXHOJIOTUU, TJI€ MHOJIyYEHBI
CYIII€ECTBEHHO HOBHBIE, RI/IGGPHCTI/I‘ICCRI/IC HpI/IéMI)I AHa/IN3a XUMHUYECKUX
ABJEHUU UM MPOLIECCOB C IIO3UIMM KBAa3MAaTOMHOM MOJEIU BEIIeCT-
Ba(KBaMB) 3epHUCTOM cpeAbl HA HAHOYPOBHE.

VHTEJUIEKT CUCTEMBI KaK TPUEJUHCTBO IICUXOJIOTHH, JIOTUKU U
THO-CEOJIOTUM €CThb HENOCPEACTBEHHasdA (opMa TPUHUTAPHOCTH
pelle-HUA BCAKOM MpPoOJIeMHONM CHUTyallud B TOM 4YHCIEe U
METaxMHM KakK pediekcuu xuMudeckoro pgusaiiHa(Kyronun
C.A.,1996;2000; 2001; 2006), kKapAMHAJIBHO OTJINYAIOIIUN TAKOI'0
poJa MoAXoJ B OLIEHKE MHTEJUIEKTA OT BEJIWYMHEBI 1Q, KoTOpas mo
MHeHUI0 KyToimHa ecTh jumbe "BeqnynHa obOydaeMocTH' C
MakcuMoM:"[lesalt Kak MbI, Jejaii BMecTe ¢ HaMH, Jejal JIydlie
Hac!". B miane TpuHuTapusma uaedi KoGoseBa('akTUBHBINA aH-
cambup"), BacuibeBa ("'cTpykTypHBIM aHcamOub"), Epodeen ( "dpyH-
KIIUOHAJIBHO - 9SHTPONMMHAA NPaBUIBHOCTB') OoOBEIUHEHUE
YKa3aHHBIX KaTEropuid B €JUHYI0 METAaXUMHUYECKYI0 MaKCHUMY
03BOJIAET paccMarpuBaTb no MHeHUro Kyrtosuna C.A. mo6oe
KOHJICHCUPOBAHHOE COCTOSIHHE KAaK 3€PHUCTYIO CPEAYy, COCTOSAIIYIO
U3 KBa3UaTOMOB, T.€. IOYTH ATOMOB, TEM CaMbIM YIIPOIIAs CTPOrHUe
¢$u3MYeCKHUe IPUHIIUIBI HACTOJBKO, YTOObI METOJAOM MOJEJIBHO-

CTaTUCTHYECKOI'O aHa/In3a C IIPUMEHEHUEM KOMIIBIOTEpPA



ONHUCHIBATBH CJIOM¥HBIE XUMHUYECKHE ABJICHUSA U IIPOLIECCHI U PelIaTh
caMble PasHOOOpa3HbIE TEXHOJOTMYECKHE 33aJadd, IoJjaras, 4To
KBaMaTOMHAasA I[pUPoJA BeELIeCTBA B HPUH-IUIE ABIETCH
HEOOXOAUMBIM M [JIOCTAaTOYHBIM CIIOCOOOM pacyeTa CBOMCTB
SIBJIEHUH U IIPOILIECCOB, UMEIOINMX MECTO Ha HAHOYpoBHe. [Ipu aTom
JUI1 ONWCAaHWUA JAWHAMUKU CTAaTUCTUYECKOI'O IIOBEJACHUA TaKHUX
KBAa3sHMATOMHBIX COCTOSHHUM CJ€QyeT HCIOJb30BaTh HE TOJIBKO
ypaBHeHusa IlyaccoHa, HO m 06ojiee  CJIOMXKHBIE  BHJBI
CTATUCTUYECKOTO OIMCAHUH, KOTOpPBIE MO3BOJIAIOT
JUCKPUMUHMPOBATh ABJIEHUSA, CBA3AHHBIE CO CTPYKTypHU3aluen
KBa3WaTOMOB, T.e. oOpa3oBaHMEM 'CTPYKTYpPHBIX aHcaMmOiein',
OpUudeM U "aKTUBHBIE', U "CTPYKTYp-HbIe' aHcaMOIU CBA3aHBI
Mexay coboil B pasHOro poja fABJIEHUAX U TEXHOJOTMYECKUX
nponeccax cBoero pojaa "QYKIHOHAIBHO - 3HTPOIMNMHBIMU
npasuiabHocTAMHA', [1o cymiecTBy TpuHHUTapusm uaeil KBE moxHO
paccMmaTtpuBaTb B pediiekcu MeTaxMMHUHM  KaK,HallpuMep,
JAVHUTApU3M, UCHO0JIb30BaHHBIA BaHT -T'oddom g1a o6bequHeHUH
uJiIel O CTPOE€HHM CJIa0bIX PACTBOPOB 3JIEKTPOJUTOB, B KOTOPBIX
€CcTb MOJIEKYJIbI HENIPOJNICCOLIMUPOBAHHOTO BEIeCTBA
(A.1M1.MenneneeB) u pacnasiierocad Ha uoHbl (C.AppeHuyc). Tem
caMbIM TpaHchoOpMalusa ABYX WIU HECKOJBKHX B3aUMHOMCKIIIO-
JaoluxX WAEU B JAaHHOM CJydae IIPUBOJUT K HOBBIM yMO3aK-
JIIOYEHUAM, T.€. CyLIECTBEHHO HOBOMY 3HaHUIO! lIMeeHOo 3To 1oJI0-
JeHUe ObLIO BBICKA3aHO, KaK HU cTpaHHO, npod.KyToiumHbIM B
Cupgnee emnte B 1969r (Kutolin S.A., 1969) B "KubepHeTudecKkoM
acIleKTe XMMHWYECKHUX peaKIuil B TBepZoM Teie'. Hinke wiuioc-
TPUPYIOTCA Pe3yJbTaTbl 3TUX pa3paboToK B obyacTu oO0lIeld u
HEOPraHW4YeCKOU XuUMUU, (PU3NYECKON XUMHH, (PU3UIECKOro U

IUIEHOYHOI0 MAaTEPUAIOBEACHUA, (PU3NYECKOU XHUMHU ILIBETHOIO



CTE€RJIAQ, PACUYETE SK30TUYECKUX 3aJaYd (l)I/ISI/IKI/I, T€0JIOTM U KOCMO-

XHMMHWU.

KBasuaTtoMHasa Mognenb BelecTBa(KBaMB), kak ynpoluneHHasa
MO/JIeJIb TBEPJAOrO Tejaa MO3BOJWJIA IIOCTPOUTH OOMIUMpHYIO 6asy
3JIEKTPOH-HOTO CTPOEHUSA aTOMOB 3JIEMEHTOB, aPI'YMEHTHI KOTOPOH
(koadpdureHTHI TOTMHOMOB YeObhblleBa) CIy:KaT OCHOBAaHUEM JUIS
pelle-HUA KUOEpHETHUYeCKUM IIyTeM OOJIBIIMHCTBA fABJIEHUU U
IpPOLIECCOB B (pU3UKE, XUMUHU, (PU3UKO - OPTaHUYECKOU XUMHUHU U
nonyumiia HasdBaHue UCMOR (yHuBepcasbHasg KOMIIbIOTEpHASA
MoOJieIb B ollepaluax, pyccudunuposBanHas)’. B  ykasaHHOM
MOJIe/IU, pelnlae-Mble 33Ja4yd  KOTOPOM IIOCTPOeHBI Ha Oase
nporpaMmMmbel MathCAD B koMaHaax Tumna: *.med, cTpoAaTcs aHaor
30HHOM CTPYKTYPBl  KBAa3WMATOMHBIX  MaTepuaIOB(cM.paiin
krep2.mcd); pemratorca 337auMl  HEOPraHUYECKOW  XHMMHUH
(BO3MOKHOCTBh CUHTE3a COEJUHEHUS U €r0 CBOMCTB B TPOMHOM WiIN
O6uHapHO! cucrteMe ¥ [p.); (bHU3NMYECKOM XHMMHH (HAIpUMeED,
pacyeT SHeEpP-TETUKU U JedeKTooOpa3oBaHUA TYI'OIUIABKUX
coemmHeHni - defects. mcd; DporHo3mpoBaHmE — THIIA
KPUCTAJUIMYECKOM  CTPYKTYpbl, IIIMPOKOM, y3KOM obsacTu
TOMOT'€HHOCTH, IIapaMEeTPOB pacCjia-uBaHUA CUCTEMBI U Jp. -
krystmed; perdimcd; rslmed u gp; ¢uaugeckoro wmare-

pHaJIoBeAeHuA (CTEKJI0, KEpaMHKa, CTajlb, OeTOH, BJIUAHUE

BBbICOKMX JaBJIeHUM Ha (PU3HUKO - XHUMHUYECKHE CBOCTBA
marepuanoB - sklo.mcd; ceramic.mcd; steel.mcd; beton.mcd;
hpress1.mcd; hp-ress2.mcd). ITokasana BO3MOIKHOCTb

IPOTHO3WPOBAHUA 3J1eMeHTOB Tabmunel JI.M.MeHneneesa c

OOJIBIITMU SHAYECHUAMUA IIOPAAKOBOTI'O HOMEDpa 9JIEMEHTA,
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peJIOKEHA MOJEIb OIMCAHUA PACIPOCTPA-HEHHOCTH 3JI€MEHTOB
B jauToc(epe, KocMoce U cojiHeuHol aTtMmoc-(epe (Kyronun C.A.,
KoTtiokoB B.U., [Tncuyenko I''M ,1996).

I[lpupogja ©W  YCTOMYMBOCTH mapamMeTpoB IVIEHOYHBIX
MaTEpPUAJIOB, MOJIYyYaeMbIX AUCIEPTUPOBAHUEM B 3JIEKTPUYECKOU
Jyre, METOJOM B3PBIBAIOIIUXCA IIPOBOJIOYEK, BaKyyMHBIM,
KaTOAHBIM M Ja3epHbIM pacnbeuieHueM(Bull.Izobretenij, 1986-
1997), a Tak ke LBETHBIX CTEKOJ, MOJIU(PUIIMPOBAHHBIX
VIbTPpaAuCIIEPCHBIMU MaTepuajaamu, C ITIOBBIIIICHVEM
TEMIIEpaTypbl, Kak Obuio BbIAcHeHO, (Kyrtomun C.A., Heliu
A.N.,1988) oxasplBaeTcs ONpPEAEIAAEeTCA CTPYKTYPHO - aKTUB-
HBIMU-(QUIBTPYIOIE-YACPMKUBAOIIUMU - IIEHTPAaMU OKPACKW) -
CA-@Y-110, ommcaHue BapbOHOB B KOTOPBIX €CThb 3aKOH CTa-
TUCTUYECKOrO ONHUCAHUA "aKTUBHBIX - CTPYKTYPHBIX ILI€HTPOB' -
pacopeneneHueM IlyaccoHa - CMOIyXOBCKOTO, a pAja HaGIoaeHUN
AKTHUBHOCTH JIEKAPCTBEHHDBIX BEIIIECTB, IIPOrHO3UPOBaAHUA
aHaJIoTuU1 MEHRAY CE€AJAaTUBHBIMU W AYIIMCTBIMH BEIIIECTBAMU
OITMCBIBAE€TCHA (I)YHI{I_II/IOHaJIbHO - 3HTpOHPII>'IHbIMPI IIPaBUJIBHOCTAMMA
EpodeeBa (EpodeeB B.B.Kyromun C.A. u 1p.,1992; Kyronun
C.A.,2007).

TakuMm oOpa3oM, MeTaxuMusa TpuHHUTapuaMa wuaeii KBE
OKasajach JEUCTBUTEIbHO CTHUMYJIHUPYIOLIEM B PEIICHUU IEJIOTO
pAaa GU3NUEeCKUX, XUMUYECKUX, (PU3UKO - OPraHUYECKUX 3aJad
U3 HEKOTOPbIX 06]J_II/IX IIPUHIIUIIOB KBA3WAaTOMHOI'O CTPOE€HUSA
BEIIECTBA U IIPUBEJIO K LIEJIOM CEPUHM IUIOJOTBOPHBIX IATEHTBIX

pelIeHriT Ha OCHOBE JUCHEPrUpPOBaHUSA BEIIECTB CaMBbIX Pa3HbBIX



MaTE€pUajJIOB, IIPEACTABIIAA HHETAOITUM O3HAKOMUTHCA C HyTHMI/IS,

HAHOTEX-HOJIOTMU IIO0 KOTOPBIM YCIIEITHO IIPOABUTIAJICA KOJUIEKTHUB

emte ¢ 70-x roioB, Bo3riuasiadeMbli npod. Kytonuueim C.A.
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XumMudyecKHi AU3aifH KaK KOMIObIOTEPHaA hopma

npeACcTaBJI€eHUS XUMHUUYECKON CTPYKTYpPHOM nHDOopManuu.

YHuduKanusa IMCKpUNTOpHOM (hopMbI IpeACTaBIEHUA

CTPYKTYpHOI nHpopManuu B 6a3e JAHHBIX



