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OBLASA XAPAKTEPUCTUKA PABOTbI

YcTaHoBneHue B3aUMOCBSI3U mMexay 0ocobeHHOCTAMU
CTPYKTYPHOW OpraHuv3auum MosiMMepHbIX CUCTEM M WX CBOMCTBaMU
ABnseTca oyHaaMeHTanbHon npobnemon usnku nonmmepos. C TOYKK
3pEeHUst NPaKTU4EeCKOro MpUMEHEHUS OOHUMKU U3 Hauboree BaXHbIX
CBOWICTB NONUMEPOB ABMSIOTCA UX AMHAMUYECKMe CBOUCTBa (Hanpuvep,
MeXaHW4Yeckune), KoTopble BeCbMa YyBCTBUTENbHbI K BHYTPEHHEN
apxXuTekType MOoNMMepHoOn cuctembl. Knaccuyeckon unniocTpauuen
3TOro  SABMSETCA ByMKaHW3auus Kayyyka, B pesynbTate KOTOpOW
NnonvMepHble LEenu CcoeauHsioTCa  (CLUMBalOTCH) B TPEXMEPHYHo
ceTyaTylo CTPYKTYpy, YTO KapOuHanbHO MEHSieT MeXxaHudeckue
CBOWCTBA CUCTEMbI, NPUBOAS K MOSIBIIEHUIO BbICOKOANIaCTUYHOCTN.

B nocnegHee Bpemsi npobnema B3aMMOCBSA3M CTPYKTYpbl U
OVHAMWKN CTaHOBUTCA OCOOEHHO akTyanbHOW B CBSA3W C MOSIBIIEHVEM
BCce Oonee CNOXHO OpraHWM30BaHHbIX BbICOKOMOMEKYMNSIPHbIX CUCTEM.
dakTnyeckn pedb MaeT O rMOPUAHBLIX MNOMMMEPHbIX MaTepuanax ¢
HECKONMbKUMUN  YPOBHAMM  CTPYKTYPHOW  opraHusauun.  TUNUYHbIMU
npyuMepamm  Takoro poga MaTepuarnoB  SBMAKOTCA  HedaBHO
CUHTE3MPOBaHHbLIE MONIMMEPHbIE CETKW, ClUUTble U3 OeHOPUMEPHbIX
6nokoB, a Takke CaMOOpPraHuM3yllMecs  HaHOCTPYKTYpbl U3
aMdUPUIbHBIX Makpomorekyn (MonmMMepocoMsbl), MUCNonb3yemble Ans
afipecHon O0CTaBku nekapCTBeHHbIX npenapartos. [pn aTomM B NepBoM
crny4ae MOXHO roBOpUTbL 0 POPMUPOBaAHUM AOCTAaTOYHO YNOPSAS0YEHHOM
(perynsipHon) CTPYKTYpbl M3 MONEKYynsApHbIX GNokoB (4eHApUMepoB),
pasMep KOTOpbIX MOXET KOHTPONMpoBaTbCs C  BbICOKUM  YPOBHEM
TOYHOCTW, TOrga Kak B cChnyyae MOfMMEPOCOM CyrnpaMorekynspHas
CTpykTypa obpasyeTtca (camocobupaeTcd) crnyyanHbiM obpasom wu3s
BOOHOro pacTBopa nof AevcTBreM ruapodobHbIX B3auMOAENCTBUIA.

B cBA3M C nosiBNEHMEM TakuxX CrOXHOOPraHW30BaHHbLIX
MaKpPOMOIEKYNAPHbIX CUCTEM OCODEHHO OCTpPO BcTaeT npobnema
TEopeTUYecKkoro npeackasaHns WX AWMHaMUYECKMX CBOWCTB B
3aBMCMMOCTM OT BHYTPEHHEW oOpraHuv3auun BXOASAWMX B WX COCTaB
NOMUMEPHBLIX (UMW OFIUFOMEPHbLIX) 3MNEMEHTOB (dparMeHToB Lenewn,
MOIeKynsApHbIX 6r1oKOB U T.4.). OTO UCKIIOUUTENBHO BaXKHO HE TOMbKO C
TOMKW  3peHWs  JarnbHeuwero  pasBuUTuS dyHOaMeHTanbHbIX
npeacTaBneHuin Haykn O nonumepax, Ho Takke U Ans CO34aHUsA HOBbIX
NOMMMEpPHbIX MaTepuanoB C 3afaHHbiMKM cBouWcTBamu. [pu  aTOM
04eBUAHO, 47O AnHamMmuka BbICOKOMOJEKYNAPHbIX CUCTEM,
XapaKTepu3yLLNXCS €AMHON MPOCTPaHCTBEHHOW CTPYyKTypon, OyaeT B
OonblUON CTeneHu onpedensTbCsa TeM, HACKOMbKO YMNOpSA04eHO
(npeponpegeneHo) B3anMHOE pacnornoXeHne 3NeMeHTOB CUCTEMBI.

B cnyyae ynopss0o4yeHHbIX MaKpOMOMEKYNAPHbIX CUCTEM, TaKuX
Kak yNnoMWHaBLUMECS BhILIE CETKW, CLUMTbIE U3 AEHOPVUMEPHBLIX GIOKOB,
MOXHO TrOBOPUTL O OPMMPOBAHMM B pe3ynbTaTe CLUMBaAHUSA
[OCTaTo4yHO OAHOPOAHOM ceTyaTom CTPYKTYpbl. Moxoxue
YyNoOpsiioMEHHbIE ceTyaTble CTPYKTYpPbl C  HECKONbKUMU  YPOBHSIMU
NPOCTPaHCTBEHHON OpraHusaumMn obpasyloTcs NPU KOHLEBOW CLUMBKE
uenen ¢ GOKOBbLIMU AEHOPUMEPHBLIMU TpynnaMu. ATU ceTkn obnagatoT
pPSOOM YHUKamnbHbIX CBOWCTB, B YaCTHOCTW, MOABWXXHOCTbIO NMMHENHbIX
uenem Mexay ysnamum MOXHO YNpaBnaATb NOCPELCTBOM W3MEHEHUS
pasvepa OeHOPUMEpPHbIX npuBeckoB. K coxanenuto, npuMeHeHue
CYLLECTBYIOLLUNX OAUHAMUYECKUX TEOPUN MNOMUMEPHBIX CETOK K TakuMm
cUcTeMaM HEBO3MOXKHO, TaK Kak B rMOPUAOHbLIX MOMIMMEPHbIX CUCTEMax
NPOCTPaHCTBEHHast ceTyaTas CTPYKTYpa obpa3syeTcs
MaKpOMOIEKYNSAPHbIMA GriokamMn, UMELLMMM CINOXHYK BHYTPEHHIOK
apXUTEKTYpPY, a He NONMMEPHBLIMU LIENsIMU, Kak B Criydyae TpaauLnOHHbIX
NONUMEPHBbIX CEeTOK. [10aTOMYy, HECMOTPA Ha 3HAYMTENBHbLIN Nporpecc,
OOCTUMHYTBIN K HacTosLWeMy BpeMeHU B TeOopeTUHEeCKOM OnucaHuu
OVWHAMUYECKUX CBOWCTB MOMUMEPHBIX CETOK (KaKk S4eucTor, Tak WU
pa3BeTBNEHHON Tomornorun), npobrnema MOCTPOEHUS LUHAMUYECKON
TEopUn ANH HOBbIX CTPYKTYPUPOBAHHBIX CETYATLIX NONIMMEPOB OCTaeTCs
HepeLLeHHON.

B cnyyae, «koroa copMuMpoBaHWE MOMUMEPHOM  CETKU
npoucxoauT B pa3baBneHHOM pacTBope, 00pasyllascs CTpyKTypa
Xapakrepusyetcs Hanuunem HeoaHOpPOAHOCTEN BCcreacTeue
CTaTUCTMYECKOrO XapakTepa ClUMBaHMSA Lenen (MpoCTpaHCTBEHHbIE
GryKTyaumm nrnoTHOCTM CLUMBOK, BO3HMKHOBEHWE arnomMepaToB CLUMBOK
n T.4.). Takne cuctembl ABNAOTCA YaCmu4yHO pa3ynopsi0o4YeHHbIMU, TaK
Kak OHWM codeTaloT B cebe rokanbHyl YnopsgovYeHHOCTb (Hanpumep,
BHYTpU arnomeparos CLLIMBOK) " KpynHoMacLuTabHyto
pas3ynopsiAoMeHHOCTb  (LUMPOKOe — pacnpedeneHne no  pasMmepam
arnomepatoB). [loatomy wu3ydeHMe 9OPGEKTOB, CBSA3AHHbLIX CO
CTPYKTYPHbIMW ~ HEOOHOPOOHOCTSMM,  BaXHO AN NOHUMaHUs
OCOBGEHHOCTEN [MHAMUKN pearnbHbIX MONMMMEpPHbIX ceTok. OpHako K
HacTodALLEeMY BpEeMEHU CyLIeCTBYeT OrpaHU4yeHHoe  KOMU4eCcTBO
TEOpeTUYeCcKUX UccrneaoBaHUM CETOK, B KOTOPble BBEAEHb!I 3NIEMEHThI
HEOOQHOPOAHOCTN. 3TO CBA3AHO C MHOIOYUCNEHHBIMU TPYLAHOCTSIMMU,
BO3HMKAKOLLMMWN MPU TEOPETUYECKOM pPacCMOTPEHUN Takux mopernen
CLUMTBIX nonuMMepoB. B 4acTHOCTW, oOCTalTCA OTKPbIThIMU BOMPOCHI
MOAENbHOrO0  OMUCaHUs  BA3KOYMPYrMX  AUMHAMWUYECKUX  CBOWCTB
HEOOHOPOAHbIX CETOK, COCTOSALLMX M3 CLUMTbIX arperaToB (OAOMEHOB), a



TaKKe  YaCTMYHO  pasynopsifoOveHHbIX  CETOK,  Obpa3oBaHHbIX
CTaTUCTUYECKUM CLUMBAHMEM AMNMHHON MONMMEPHON LieNW.

HakoHel,  ynoMuHaBLUMECs  Bbllle  CyrnpamorneKynsipHble
CTPYKTYpbl, 06pa3oBaHHble amprdunbHLIMY MOMEKyNaMy B pesyrnbTare
camocbopkM K3 pacTBopa, SABNSATCA TUMUYHBIMU MPEACTaBUTENSMU
caMoop2aHU3YIWUXCS1  BbICOKOMOMEKYMSAPHLIX CUCTEM, B  KOTOPbIX
B3aUMHOE PacrofOXXeHNe COCTaBHbIX ANIEMEHTOB CUCTEMbI 3apaHee He
npegonpeaeneHo. M3 Bcero MHoroobpasusi Takmx cucteMm HambonbLunii
WHTepec NpeacTaBnsaloT NMNocoMbl. VX nsyyeHve gaet BO3MOXHOCTb He
TOMNbLKO YCTaHOBUTb obwume 3aKOHOMEPHOCTH noesegeHns
CaMOOPraHu3ylLWmxXcsa CTPYKTYp (B TOM 4ucrie — NOMMEPOCOM), HO
ABMNSETCA aKkTyanbHbIM Takke W Afs MNONMUMMEPHbIX CUCTEM >KMBOW
npupoabl, NOCKOMbKY NUNUAHbIE MOMEKYNbl COCTaBNSOT CTPYKTYPHYHO
OCHOBY KNeTOYHbIX MembpaH. B uenom, camoopraHusylolmecs
cUCTEMBI ABNSIIOTCA CTOmMb CMOXHbIMU MOIEKyNAPHBIMMI
00pa3oBaHUsAMK, YTO AN WX TEopeTUdEecKoro usydveHus Tpebyetcs
NpuBreYeHne COBpEMEHHbIX METOLOB KOMMNbIOTEPHOIrO MOAENMPOBaHNSA
N 3HAYUTENbHbBIX BbIMMCIUTENBHBLIX PEecypcoB. Takve pecypcbl cTanu
AOCTYMNHblI TOMbKO B CamMoe MocrefHee Bpems, MO3TOMY B OaHHOW
obnactn octaeTcs OO0nbLIOE KONMUYECTBO HepeLleHHbIX npobnem. B
YaCTHOCTM, He [0 KOHUa MOHATEH MexaHu3M B3auMoOencTBUS
nMNuaHbIX MeMbpaH ¢ 0AHO3apAAHBIMU MOHaMW, KOTOPbIE, Kak NpaBuno,
BCerga NpUCYTCTBYIOT B LMTONMNasMe KNeTkn U B OKpYXatoLen KreTky
cpege. TpebyeT  [OOMOMHWTENBHOTO  TEOPETUYECKOTO  U3YYeHUs
noBefeHVe KaTWOHHbIX NUNUaHbIX OucnoeB B CBA3W C UX
MCMNOMb30BaHNEM B KayeCTBE CUMHTETMYECKUX BEKTOPOB [OCTaBKM
dparmeHToB [OHK B «kneTtkn. OcTaeTcs OTKPbITbIM  BOMPOC O
MOMEKYNAPHOM MexaHu3me (hOpMUPOBAHUSA CTPYKTYPHbIX AedeKToB B
nMnuaHblx MembpaHax nog AencTBueM aMpUAUMbHBLIX MOMEKyn U
3NEKTPUYECKOro Moss, a Takke 0 CONyTCTBYIOLEM MepeHoce BellecTsa
yepe3 MeMOpaHsbl.

Takum 0b6pa3oM, aKkTyanbHOCTb AMCCEPTaLUMOHHOW pPaboTbl
onpegenseTca HeobX0oAMMOCTbIO AanbHewwero pa3BuTus
TeopeTuyecknx  noaxodoB M MeTodoB  (BKMwYas  meTofbl
KOMMbIOTEPHOTO  MOAENWPOBaHMA) AONA  ONWCaHUs  OUHAMUYECKUX
CBOWICTB nonnuvepos B  CBA3M c nosiBreHnem HOBbIX
BbICOKOMOIMEKYMNSIPHbIX  CUCTEM, XapaKTepu3YIOLLMXCA HECKOSNbKUMU
YPOBHSAMU CTPYKTYPHOW OpraHmnsaumu.

HaHHasa paboTa BbINONHEHA B COOTBETCTBMU C MNIAHOM Hay4HO-
nccneposarenbckmx pador MIBC PAH no temam «3kcneprMeHTansHoe
N TeopeTUYeckoe WuccriefoBaHMe CynpamMonekynsapHbIX MOMUMEpPHbIX

cuctem» U «CTpyKTypa M AMHaMuMKa HaHOPa3MEpPHbIX MNOMIMMEPHbIX
CUCTEM. JKCMEPUMEHT, TEOPUST N KOMMbIOTEPHOE MOOENUPOBaHME» U
O6bina noppepxaHa Poccuiickum  ®oHgom  DyHOaMeHTarbHbIX
Wccneposanun, MNpasutenbctBom CaHkT-IeTepbypra, poHgom MHTAC
n ooHgom nm. N'ymbonbara.

LUenb paboTtbl coctosna B (OpPMUPOBaHMN  HAYYHbIX
npeacTtaBneHun o AMHAMUYECKUX CBOWCTBAX BbICOKOMOMEKYSAPHBLIX
CUCTEM CIOXHOW BHYTPEHHEW opraHusauum C  npuBNeYeHnemM
TeopeTUYecknx noaxodoB, a Takke MeTO4OB  KOMMbIOTEPHOro
MoOenmMpoBaHus.

Ons [ocTwKeHus nocTaBneHHom uenu Obinn  onpeaeneHsl
crieqyoLme 3apgaydm:

1. MocTtpoeHue ANHaMnYeCcKon Teopun yrnopsi0oYeHHbIX
MaKpOMOINEKYNAPHbLIX CUCTEM, MPUMEHUMOW ONA ONUCaHUsa AUHAMWKK
LLIMPOKOrO Kracca ceTyaTtbiX MONIMMEPOB, TakMX Kak CTPYKTYpUpOBaHHbIE
MONMMMeEpPHbIE CETKU, COCTosILLME U3 AeHOPUMEpPHbIX OroKOB, a Takke
ceTku, obpa3oBaHHble KOHLIEBOW CLUMBKOWM JIMHENHBLIX MaKpOMOSeKyn C
OOKOBbIMY AEeHAPUMEPHBIMU FPyNnamu.

2. TeopeTuyeckoe onucaHne AUHaMUKN Yacmu4yHO pasyropsiOOYeHHbIX
NONUMEpPHbIX CETOK, XapakTepusyoLmxcs CTPYKTYPHON
HEeOQHOPOAHOCTLIO BCMEeACTBUE CTAaTUCTUYECKOrO Xapakrepa CLUMBaHUSA
uenen (NONMMMEpPHbIE CETKU U renun, umeloLwme JOMEHHY CTPYKTYpy, a
Takke  HeOOHOPOAHble  CeTkM, 00pas3oBaHHble  HeperynsipHbiM
cLUMBaHWEM ANVHHOW NONIMMEPHON Lienn).

3. NccneposaHue AMHaMUYeCKUX NPOLIECCOB B CamMooOp2aHU3yrowuxcsi
CynpaMorneKynspHbIX — CUCTeMax, oOpa3oBaHHbIX B  pesyrnbTarte
camocBopKM 13 pacteopa, C UCMOfb30BaHMEM METOA0B KOMMbIOTEPHOro
MogenupoBaHus (KMHeTUMKa (OPMUPOBAHUSA CTPYKTYPHLIX AedeKToB U
nepeHoca BellecTBa 4epe3 MeMbOpaHbl, natepanbHas Auddysms
aMUPUbHBIX MOneKkyn NUNMaoB U T.4.).

Hay4yHas HOBM3Ha guccepTauMoHHOM paboTbl 3akniovaeTcs B
TOM, YTO B HEWN BNepBbIE:

1. PagpabotaH oO6WMIA TEOpPETUYECKUI MOAXOA, KOTOPbIA MO3BONSAET
cBecTM  npobnemMy  npeackasaHus  BSA3KOYMPYroro  noBedeHus
CTPYKTYPUPOBaHHbLIX  MOSIMMEPHbIX  MaTepuarnoB, COCTOALUMX U3
OAMHAKOBbIX fYEeK CIOXHOW BHYTPEHHEW TOMOoNornn, K OMMCcaHuio
CBOWCTB OTAENbHbIX A4YeeK Mpu YCroBUW, YTO SYENKU COedUHEHbI B
perynsipHyto ceTky.

2. TlpednoxeHo TeoOpeTM4ecKoe OnucaHne BA3KOYMPYrMxX CBOWCTB
rMOPUAHBLIX  JIMHENHO-AEHAPUTHBIX MNOMMMEPOB U MOKa3aHo, 4TO



MexaHu4yeckass —penakcauus TakMx —MONMMMEpoB  YCKOpSieTcs  C
yBenuyeHnem pasmepa GOKOBLIX AeHOPUMEPHLIX rpymm.

3. Pa3paboTtaHa AvHamu4yeckasi Teopusi HEOLHOPOAHLIX MOMUMMEPHbIX
CETOK ¥ renen, MUMEIOLWMX  OOMEHHYID  CTPYKTYpY, Z
NMPOAEMOHCTPUPOBAHO, YTO peniakCauMOHHbIA Moaynb Kak yHKUUS
BpPeMeHW cnafaeT aJ1sl TakuX CUCTEM MO 3aKOHY 3aTSHYTON 9KCMOHEHTHI,
YTO CYLLECTBEHHO OTNINYAETCS OT CTEMEHHOrO Crnaaa, XapakTepHoro Ass
perynsipHbIX NONIMMEpPHbIX CETOK.

4. MNpoBeaeHoO KOMMbIOTEPHOE MOAENUPOBAHME CaMOOPraHU3YHOLLMXCS
arperatoB (OMCINOEB) U3 KaTMOHHBLIX W LBUTTEPUOHHBLIX JUMUOOB U
nokasaHo, YTO CTPYKTYPHbIE U IMHAMWUYECKME CBOWCTBA TakUX arperaTos
M3MEHSIOTC HEMOHOTOHHO C YBENWUYEHWEM COAEPXaHUSI KaTMOHHbIX
nvnuaoB B arperare.

5. C noMoLLbl0 METOOOB KOMMbIOTEPHOTO MOZENMPOBaHUA OBHapYyXeHO
¢hopMUpOBaHME CTPYKTYPHLIX AedekToB (Mop) B MUNUAHLIX MeMBpaHax
nos OEWCTBMEM 3MNEKTPUYECKOTO MOMs U aMmUUIbHBIX MOMEKYn U
NPOAEMOHCTPUPOBAHO, YTO Takue [AedekTbl 06rner4yarT NacCUBHbLIN
TPaHCMNOPT BeLLeCcTBa Yepe3 MeMBpaHbI.

OCHOBHbI€E NONOXEHUs, BLIHOCMMbIE Ha 3aLLMUTY:

1. ClwumBaHne NonNUMepHbIX GNOKOB CMOXHOW BHYTPEHHEN TOMOMNOrnn B
eaVHYI0 CeTyaTylo CTPYKTYpYy NPMBOAMT K BO3HUKHOBEHUIO B CUCTEME
OBYX TWUMOB penakCauMOHHbIX MPOLEeCCOB, OTBEYalLWMX penakcaumm
BHYTpM nonuMmepHoro 6noka M KOOMepaTUBHOM  pernakcauuu
COedVHEHHbIX  Mexgy  cobom  OnokoB. Takoe — pasgeneHue
penakCcaLMoHHbIX  MPOLECCOB B MOMUMEPHbIX  Marepuanax ¢
HECKONMbKMMW YPOBHAMU CTPYKTYPHOW OpraHvM3auum MnposiBNseTcs B
Pa3NUyHbIX AMHAMWYECKUX XapakTepucTMKax, TakMx Kak Moaynb
YNpyrocty, penakcauMoHHbIn MOAYMb, AWHAMWYEecKasi BSA3KOCTb U
dhakTop AN3aNEKTPUYECKNX NOTEPD.

2. B rMbpuaHbIX NMHENHO-AEHOPUTHBIX Monumepax, NpeacTaBnsioLwmnx
coboli monumepHble Lenu C OOKOBbIMW AeHAPUMEPHbIMW Tpynnamu,
MOAOynb YNpyroctv W [UMHaMuyeckas BHA3KOCTb [OEMOHCTPUPYIOT
HeobOblYHOE NOBeAEeHWE, a MMEHHO — YMEHbLUATCHA C YBenv4eHnem
MOKOMNeHns1 OeHAPUMEPHOro MpuBecKa, YTO cornacyeTcd C AaHHbIMU
PEONOrM4ecKMX IKCNEPUMEHTOB.

3. HeperynspHo clwutble MNOMMMEPHbIE CETKM W Tenu, uMmeloue
OOMEHHYIO CTPYKTYpPY, XapaKTepu3ylTCs PasfUyHbiM OUHAMUYECKMM
noBefeHVeM Ha pasHbliXx MacwTtabax. Ha manbix macwrtabax ux
penakcauusi onpegenseTcsa CpPaBHUTENbHO PErynsipHoNn BHYTPEHHEN
apXUTEKTYpOl OOMEHOB W NOTOMY Gnmska K penakcaumm OgHOPOAHbIX

ceTyaTbIX CTPYKTyp. Ha Gonblinx macwitabax, npeBbllLaloLnx CpeaHui
pasMep AOMeHa, Ha AWHaMU4eckoe MnoBefeHVe OKa3blBaeT BIiMsHWE
KpynHomacwitabHas HEeOAHOPOAHOCTL CUCTEMBI BCneacTeve
CTaTUCTUYECKOrO XapakTepa CLUMBaHUSA Lenen.

4. Y camMOoOpraHusyoLmxcs OUCMONHbIX CUCTEM, COCTOALLUX U3 CMeCcU
KaTUOHHbIX W LBUTTEPUOHHBIX NUNUAHBLIX MOMekyn, HabnogaeTcs
HEMOHOTOHHOE n3MeHeHune GonblUMHCTBA CTPYKTYPHbIX n
ONHaMUYECKNX XapakTEPUCTUK C YBENUYEHUEM COAEMKaHNS KaTUOHHBLIX
nuNUAoB B arperarte.

5. OpHosapsigHble WOHbI OKa3blBalOT CyL|EeCTBEHHOe BMWSHUE Ha
LUMPOKUIA  CMEKTP CTPYKTYPHbIX W  AWHAMUYECKMX XapaKTepucTuK
nMnNuaHbIX MembpaH, a MMEHHO — yMeHbLUalT nnowaab MembpaH,
JenalT  yrmeBogopodHble  Uenu  nunuaHblX — Monekyn — Gonee
ynopsaoYeHHbIMU 1 3aMeansaoT naTepanbHyo A dysnio NMnMaoBs.

6. B nunugHbix Gucnosx noa OeNCTBUMEM 3MEKTPUHECKOro nonsa u
aMUPUIbHBIX MOreKyn MOryT oopMMpoBaTbCS 3anoSfIHEHHbIE BOOOW
CTPYKTYpHble AedeKTbl (Mopbl), KOTOPble B 3HAYUTESNbHOM CTEMNEHU
obneryalwT NaccuMBHbIA NEpeHoC BeLlecTBa (Hanpumep, WOHOB W
nunuaos) Yepes Gucnon.

MpakTnyeckas 3HaYMMOCTb paboTbl onpeaensdeTcd Tem, 4YTo
npeanoXeHHble B HeW TeopeTudeckue nopxodbl MoryT  ObiTb
ncnonb3oBaHbl AN npeackasaHUs MeXaHU4ecKUX CBOWCTB HOBbIX
NOMMMEPHbIX MaTepuarnioB C HECKOMNbKUMU YPOBHAMW CTPYKTYPHON
opraHusaumMmM (B TOM 4uUCrie KOMMO3ULUMOHHBLIX), a Takke Aans
MOHWUTOPWUHIa  CTPYKTYPHbIX HEOOQHOPOAHOCTEW, BO3HMKAKOLWMX B
CMNOXHbIX MakpOMOMEKYINAPHbIX CUCTEMaX. YCTaHOBMEHHbIE C MOMOLLbIO
MEeTOA0B KOMMbIOTEPHONO MOAENMPOBAHNS MOMNEKYNSAPHbIE MEXaHU3MBbI,
nexawime B OCHOBE KOHTPOMMPYEMOrOo W3MEHEHUSI MPOHULIAEMOCTH
KNeToYHbIX MeMOpaH, NPeacTaBnslOT 3HAYUTENbHbIA UHTEpPeC Ansg
COBpPEMEHHON BroTexHonormn 1M gapmaueBTUKU (FeHHas WHXeHepus,
CUCTEMblI C perynupyeMbiM TpaHCMOPTOM, LUeneBas [JocTaska
nekapCcTBEHHbIX BELECTB B KIMETKU-MULLEHN 1 Op.).

[docToBepHOCTb MOMy4YeHHbIX B AMCCEPTaLMOHHON paboTe
pesynbTaToOB  OCHOBaHa Ha  WCMOMb30BaHWM AN ONUCaHus
BbICOKOMOJEKYIAPHBIX CUCTEM  CIOXHOW BHYTPEHHEN opraHusaumm
TeopeTuyecknx Mopernen u MeTodoB, pasBUTbIX W yCnewHo
anpobupoBaHHbIX paHee Ansa 6Gonee MNpPOCTbIX MOMUMEPHBIX CUCTEM.
OcHoBHble BbIBOAbI, cAernaHHble B paboTe, HaxoOaTcs B XOpoLlem
cornacuu ¢ cyLecTBYOLWUMN IKCMEPUMEHTaNbHLIMW AaHHBIMU.

Anpob6auus paboTtbl. Pe3ynbTathl AMccepTaunoHHON paboThbl
AoKnaablBanucb U 06Cyxganucb Ha MeXayHapoOHOW KOHdepeHLMn



"Nano-Structure and Self-Assemblies in Polymer Systems" (CaHkT-
Metepbypr — MockBa, 1995), 2-oM, 3-eM M 5-oM MexOyHapOAHbLIX
cumnosmymax "Molecular Order and Mobility in Polymer Systems"
(CankT-TeTepbypr, 1996, 1999, 2005), Il Bcepocuickon koHdbepeHLmm
"CTpyKkTypa M AvHamMuka MorekynspHbelx cuctem", (KasaHb, 1996),
MexgyHapogHon — koHdepeHumn  "Polymer  Networks'96"  ([opH,
Hupepnangel, 1996), MexayHapoaHOW KOHMEpPeHUUn, MOCBALWEHHON
namatn akagemuka B. A. KapruHa "®yHaameHTanbHble npobnembl
dusmkn  nonumepos"  (Mockea, 1997), 8-om MexgyHapogHoWn
koHdpepeHummn "Colloid and Molecular Electrooptics” (CaHkT-INeTepbypr,
1997), 4-om mexgyHapogHon koHdepeHumn "Polymers for Advanced
Technologies  PAT'97"  (Jlewnuwr, Tepmanng, 1997), 3-em
MeXOyHapoAHOM COBeLLaHWM MO penakcauum CroXHbIX cuctem (Buro,
Ucnanug, 1997), WNToroBom cemuHape no usnke M acTpoOHOMUU
nobegutenen koHkypca rpaHtoB 1997 roga nnsi MOMOAbLIX YYEHbIX
CaHkr-lNMetepbypra (CaHkt-MeTtepbypr, 1997), 5-om mexayHapogHown
peonornyeckon  koHdepeHumn  (MopTopos, CnoseHusi,  1998),
EBponerickoin KOHepeHUnM No makpomonekynsapHon dpwusmke EPS'98
"Morphology and Micromechanics of Polymers" (Mep3ebypr, epmaHus,
1998), wmexagyHapogHon KoHdepeHumn "Polymer Networks'2000"
(Kpakos, TlMonbwa, 2000), XX cumnosmyme nNo  peonoruv
Peonornyeckoro O6uwectea um. . B. BuHorpagoBa (KapaydapoBo,
2000), ™exgyHapogHon KoHdepeHuun "Polymerwerkstoffe 2000"
(Xanne/3aane, [epmanusa, 2000), MexayHapogHOM KOHMEepeHLMK
"Dynamical Networks in Complex Systems" (Kunb, epmanusa, 2001),
mMexgyHapoaHon koHdepeHumn SIMU "Bridging the Time-Scale Gap"
(KoHcTaHu, Mepmanusa, 2001), mexayHapooHOW Hay4yHOW NeTHEN LWKone
"Hairy Interfaces and Stringy Molecules" (OaeHce, daHua, 2003), 38-o1
n 39-oMm exerogHblx KOHMepeHumax uanyeckoro obuiectsa
®uHnangum (Oyny, dunnaHgus, 2004; 3cnoo, PuHnaHams, 2005), 22-
On MexayHapogHon koHdepeHuun "Carbohydrate Symposium" (nasro,
Benukobputanns, 2004 r.), 39-0ii exerogHoW KoHdepeHLMK
dusmyeckoro obwectea PuHnaHaum (r.), 49-om n 50-oi exerogHbIx
koHdepeHuuax Buoduanyeckoro Obwectea (JloHr buy, CLUA, 2005;
Cont-Jlank Cutu, CLIA, 2006), mexayHapogHon koHdepeHuun CCP5
"Phase Behaviour From Molecular Simulation" (Bpagdopa,
Benukobputanua, 2006 r.), MexgyHapodHom KoHdepeHumm "ESF
Exploratory Workshop HYPER-NANO-2008" (Kput, peuwns, 2008) u
MexayHapoaHon HaydHow wkone "Computer Simulation Methods for
Dendrimers" (OnHaxoBeH, Hwuaepnanasl, 2010 r.). Kpome ToOro,
pe3ynbTaTbl ANCCepTaLMOHHON paboThl NpeacTaBNANMCh Ha CeMUHapax

UHcTuTyTa  BblCOKOMOMEKynsapHblX — coeauHeHui  PAH  (CaHkT-
MeTtepbypr), CaHkT-MeTepbyprckoro MocyaapcTBEHHOTO YHMBEPCUTETA,
YHuBepcuteta r. Ynom (Fepmanusi), YHuBepcuteTa r. ®panbypr
(Cepmanus), TexHnyeckoro YHusepcuteta r. XenbCuHkM (PUHNAHAMS),
YHuBepcuteta r. bpagdopn u Yuueepcuteta r. Jlugc (oba —
BenukobputaHus).

NuuHbin BkNag aBTOpa COCTOAN B onpedeneHun obuien
KOHLenuum paboTbl, MOCTAHOBKE KOHKPETHbIX 3adadv uccrnefoBaHus,
BblbOpe MeToOOB  AOnA  pelleHuss  3TMX  3ajad, NpoBedeHuu
TEOPETUYECKNX pacyeToB, MOArOTOBKE W MPOBEOEHUN KOMMbIOTEPHbLIX
3KCMNEePUMEHTOB, aHanuse n UHTeprnpeTaumMn NonyYeHHbIX pesynbTaTos,
HanuMcaHWM Hay4HbIX cTaTen.

My6nukauuwn. Mo Teme ancceptauum onybnvkoBaHa 41 cTaTtbs
B BeOyLMX POCCUNCKUX U MEXOYHaPOAHbLIX HayYHbIX XXypHanax (B TOM
uncne 2 ob3opa), 2 rmaBbl B KHUrax, a Takke Te3ucbl 31 goknaga Ha
KOHgepeHUUnax.

CTpyktypa pab6otbl. [uccepTaumoHHass pabota cocTouT u3
BBELEHMUS, TPEX OCHOBHbIX YacTel, BbIBOAOB M CrMCKa nutepaTypbl (382
HaMMeHoBaHus). PaboTta manoxeHa Ha 379 cTpaHuuax u cogepxut 92
pucyHka n 10 Tabnuu,.

COAOEPXAHUE PABOTbI

Bo BBeaeHum obocHOBaHa akTyanbHOCTb OUCCEPTALMOHHON
paboTbl, CcdOpMynupoBaHbl Lenb W 3agadn paboTbl, OCHOBHblE
NMONOXEHUHA, BbIHOCUMblE Ha 3aliuUTy, a TaKke HayyHasi HOBWU3HA U
npakTuyeckasi 3Ha4MMoCTb paboThl.

YACTb 1 noceseHa TEeopeTU4eckomy ornMcaHuio
OVWHAMUYECKUX CBOWCTB MakKpOMOIEKYNSAPHbIX CUCTEM pez2ysispHoU
BHyTpeHHen Tononorui. OCHOBHOE BHMMaHWE B JaHHOW YacTu paboThbl
yOoerneHo cuctemMam, MNONMUMEPHbIE UMW OSNIUrOMEPHbIE  KOMMOHEHTbI
KOTOpPLIX COEAMHEHBI Mexay coboM B OAHOPOOHYIO CETYATYIO CTPYKTYPY.

naBa 1.1 npeacrasnset cobon kpaTkoe BBEAEHUE, B KOTOPOM
0bcyxaalTcsl OCHOBHbIE CMOCODbLI 06pa3oBaHMsA MaKPOMOIEKYNSAPHbIX
ceTyaTbiX CTPYKTYP W, COOTBETCTBEHHO, [Ba OCHOBHbIX TuNa WX
BHYTPEHHEN apXUTEKTYpbl — A4EUCTON U pa3BeTBNEHHOW. OTW ABa Tuna
BHYTPEHHEN TOMOMOrMM SBASIOTCA OCHOBHbIMM Anst  GonbliMHCTBA
CYLLIECTBYIOLLNX OUHAMUYECKUX TEOPUN NOMMMEPHBLIX CETOK, KOTOpble B
KadecTBe MNepBOro MpUONMKEHWs, Kak MpaBuno, paccmaTpuBaroT
noeanuanMpoBaHHble  MoAeflbHble  CUCTEMbI,  XapakTepuayloLlimnecs
peaynsapHOCMbIO CETYATON CTPYKTYPbI.



FnaBa 1.2 nocesilLeHa NOCTPOEHNI0 AUHaMUYECKON Teopun Ans
OAHOPOAHBIX NOMMMEPHbIX CETOK SHEUCTON TONOMOrMu.

Pazpgen 1.2.1 cogepxut o630p nutepaTypbl, NOCBALLEHHOW
TEOPETUYECKOMY  OMNUCAHUIO  OUHAMUYECKMX  CBOMCTB  AYEUCTbIX
NONMMMEpPHbIX CEeTOK. B BOonbLUMHCTBE CYLLECTBYIOLLMX TEOPETUHECKMX
paboT onucaHve MnONMMEPHON AMHAMUKM CTPOUNOCh Ha OCHOBE
MOAMMULMPOBAHHON MOJENU rayccoBblXx cybuenen. B ocCHOBHOM
n3yyanacb AMHaMUKa SYEUCTbIX CETOK (KakK TOMONOorm4eckn AByMepHbIX,
TaK U TPEXMEpPHbIX), 06pa30BaHHbIX KOHLEBOW CLUMBKOW MOMMMEPHbIX
uenen. lNMpu STOM Ha AaHHBIN MOMEHT OTCYTCTBYET TeopeTudeckoe
onncaHne AUHAMUYECKUX CBOWCTB CTPYKTYPUPOBAHHbLIX MOMMMEPHbIX
CUCTEM, KOrda B €AWHYI0 YNOPSAOYEHHYK CTPYKTYpY CLUMBAKOTCA He
NonMMeEpHbIe Lieny, a MakpoMorekynsapHble GNoku, UMetoLLnE CrIOXHYH
BHYTPEHHIOIO apxuTekTypy. Kpome TOro, gaxe B criyd4ae SA4eUCTbIX
CETOK, CLUMTBIX M3 MOMUMEPHbIX Lenen 3a KOHLbl, OCTaeTCs OTKPbITbIM
BOMPOC O CpaBHUTEMbHbIX BKNagax BHYTPU- U MEXUEMNHbIX
penakcauMoHHbIX  MPOLECcCCOB B pasfnuyHble  OUMHaAMWYeckue
XapaKkTepucTukn cetTyaTbiX NONIMMEPOB.

Pasgen 1.2.2 nocesileH MOCTPOEHUIO ANHaMUYECKOW Teopuu
ONA NOMMMEPHbIX CETOK, COCTOSALUMX M3 OAMHAKOBBLIX SYEEeK CIOXHON
BHYTpeHHen Tononoruu. MNpumep Takon cuctembl npeacTtasneH Ha Puc.
1. OuHamunyeckoe noBedeHWe CUCTEMbl OMUCLIBANOCL C MOMOLLLIO
0600LleHHOM MOogenu rayccoBbiXx cybuenenW, B pamKax KoTopown
nonumepHas ceTka npeacTaBnsgeTcs B Buge aHcambnsa «BycuH»
(LEeHTPOB BSI3KOrO COMPOTUBIEHNS), CBA3AHHBIX MexXay cobow ynpyrumu
rayccoBbiMu MnpyxuHamu (cybuensmn). Cnexktp BpemeH pernakcauuu
TaKoOW CUCTEMbl, 8 BMECTE C HUM M GOMbLUIMHCTBO MaKpPOCKOMUYECKMX
AVHAMUYECKUX XapaKTEPUCTUK, TaKMX Kak MOAYMMW ynpyroctu 1 notepb,
OQHO3HA4YHO oOnpefenstoTcss HabopomM  COOGCTBEHHbIX  3HAYEHUN
COOTBETCTBYIOLEN MaTpuLbl CBSA3HOCTW. [Ns MONMMEpPHLIX CETOK,
COCTOSILLMX U3 OAMHAKOBBLIX SSYEEK, C MOMOLLLIO aHaNMTUYECKNX MEeTOA0B
yAaeTcs CBeCTM Npobnemy AvaroHanv3auum maTpuLbl CBA3HOCTU CETKU
Kak Lernoro K AuaroHanmsauum COOTBETCTBYIOLLMX MaTpuL, CBA3HOCTU
OTAENbHbIX AYeeK NPU YCIOBUU, YTO SIYENKM SABMAIOTCA (TOMONOrM4ecKu)
OAMHAKOBbIMU U COEAWMHEHbl B PErynspHyl0 cetyaTtyo CTPyKTypy. [Mpu
3TOM MOCTPOEHHAsi TEOpUA HOCUT OOLIMIN xapakTep U MOXeT ObiTb
npMMeHeHa K OAHOPOAHbIM ceTkaM, CLUUTbIM M3 OAMHAKOBbIX A4veek
NPOW3BOITbHOWN BHYTPEHHEN apXUTEKTYPbI.

N

Puc. 1. PerynsipHas nonumepHas ceTka, CLUMTas M3 oguMHaKoBbIX sueek. Kaxpaas
siyerika COCTOMT U3 «BYCHH», CBA3AHHbLIX MEXAY COBOl rayCcoBLIMU MPYXXMHAMM
NPOU3BOMbHBIM, HO OAMHAKOBLIM AMNs BCEX sideek obpas3om. [ns HarnsgHocTu
M306paxeH cryyaid, Koraa Ssuenku CLUMTbI B (TOMOSOrMYEcKn) ABYMEPHYIO CETKY.

Pazpen 1.2.3 nocssileH perynsipHbiM ceTkam, 0b6pa3oBaHHbIM
KOHLUEBOW CLUMBKOW nonumepHbiX uUenen. C  NOMOLWbBIO  Takux
naeannsmMpoBaHHbIX CETOK MOXHO BbISIBUTb OCHOBHbIE  OTIIMYNSA
ONHaMUYECKUX CBOWCTB CLUUTLIX MOMIMMEPOB OT CBOWCTB pacnnasa
HeCWUTbIX LUenerd TOW >Xe MOMEKYNSApHOM Macchl, a WMEHHO -—
npocneanTb, Ha KakMX BPEMEHHbIX M MPOCTPaHCTBEHHbIX MacluTabax
NposIBNSETCA CBA3aHHOCTb Lienen B eQuHYyt0 CeTyaTylo CTPYKTypy, T.e.
Ha4YMHalOT urpatb porib KoornepaTuBHbIE penakcalMoHHbIE NPOLECChI.
Ona v3ydeHusa AMHaMUYECKUX CBOWCTB PErynspHbIX SYEUCTbIX CETOK,
CLUWNTBIX M3 MHOTOCErMEHTHbIX rayCccoBbIX Liener 3a KOHLbl, MOXeT ObITb
ncrnonb3oBaHa oblas Teopus, pa3suTas B pasgene 1.2.2. OgHako
0Ka3anocb, YTO MpW OMpeaerieHHbIX YCnoBusix (B criyyae KybGuueckomn
CeTKN — ecnun koapPULMEHT TpeHus y3na ceTku B Tpu pa3a Oonblue
koadhdULMEeHTa TPEHUSA HEY3NOBOrO CerMeHTa Lienen CeTkn) ypaBHEeHNS
OBWKEHUSI CUCTEMbl MOryT ObiTb pelUeHbl aHanuUTUYecKn, 4YTo OaeT
BO3MOXHOCTb §BHbIM 00pa3oM BblAeNUTb BKNagbl BHYTpU- U
MeXUEMHbIX penakcalMoHHbIX MNPOLECCOB B OWMHAMUKY MONMMEPHON
CeTkM. AHanu3 nonyYeHHbIX BbIPaXeHWW A BpeMeH pernakcauuu
Kybuyeckon ceTKH, obpa3oBaHHON KOHLIeBON CLLUMBKOM



MHOrOCErMeHTHbIX rayCCOBbIX Lienewn, nokasan, 4To periakcalMOHHbIN
CMEKTP TakoW CEeTKM COCTOUT N3 Tpex BeTBen. OgHa U3 BeTBEW BKNOYaeT
B cebs oba Tvna penakcauuoHHbIX MPOLECCOB — BHYTPULEMHbIE U
mexuenHble. OcTaBwnecs f[Be SABNSAOTCA Cyrybo BHYTpULEMNHLIMU
BETBAMM CMEKTPa, OHWM He 3aBUCAT OT caBura pas mexay sdenkamu
CEeTKM 1 OTBEYalT penakcauum NoNnMMepHbIX Lenen npu HenoaBUXKHBbIX
y3nax ceTku. Ha ocHoBe MOMy4YyeHHbIX B [aHHOM pasfenie BpeMmeH
penakcauum CceTkM B Mocnegylwmx AByX pasgenax nogpobHo
obcyxaatoTes MexaHu4eckme W OWanNeKTpuyeckMe  CBOWCTBA
PErynsipHbIX SYEUCTbIX CETOK Ha PasnnyHbIX MacluTabax ABUKEHWNA.
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Puc. 2. MpuBeaeHHble Moaynb YNpyroctu (crieea) U AvHaMuYeckasl BS3KOCTb
(cnpaBa) kaKk PYHKUMSt 4YacToTbl Ans  KyOWYeckoW CeTKM, CLUMTOM ©3
MHOTOCETMEHTHbIX rayCCOBbIX Lienei 3a KoHUbl. KpuBble C OKPYXHOCTSIMU ©
3Be3gamu  13o6paxaloT BKkNaAbl BHYTPU- UM MEXLEMHBIX PenakCcaLloHHbIX
MpOLLECCOB, COOTBETCTBEHHO.

B paspmene 1.24 o0006ueHbl pe3ynbTatbl  U3y4eHUs
BA3KOYNPYrMX AMHAMUYECKUX CBOWCTB PErynsipHbIX SYEUCTbIX CEeTOK,
CLUMTBIX U3 MHOrOCErMeHTHbIX rayccoBbiX Lenen. B Havane pasgena
npoBoauTCcs  OOWMA  BbIBOA  aHaNWTUYECKUX  BblpaXXEHUA  Ang
AVHAMUYECKUX MOOYNSA U BA3KOCTW NOMMMEPHON CUCTEMbI, COCTOSLLEN
M3 rayccoBbix cybuenen. OTW BblpaxeHus 3aTeM WCMNONb3yrTcs Ang
pacyeTa BSI3KOYMPYrux AVHAMUYECKUX XapakTepPWUCTUK MOSIMMEPHbIX
CEeTOK, CLUMTBbIX U3 MHOTOCErMEHTHbIX rayCCoBbIX Lienen 3a KOHLUbl, 1 ANng
aHanu3a OTHOCUTENbHbIX BKINafoB B 3TW XapakTEpUCTUKU BHYTPWU- U
MeXLEMNHbIX penakcauMoHHbIX NPOLLECCOB.

Ha Puc. 2 npeacrtaeneHa  4acToTHas  3aBUCUMOCTb
npueegeHHoro moayns ynpyroctn [G'(2]=G'(2/ ®,T (rae ( - umcro

CEerMeHTOB CETKM B efuHuLe obbema) Ans Kybudeckon CeTku, CLUUTON
M3 rayccoBblX Lienen 3a KoHubl. lMokasaHHas Ha Puc. 2 nyHKTMpHOW
NHMEen xapakTepHasi 4actota Z=1/1)/, COOTBEeTCTByeT BpeMeHU
penakcauuuM rayccoson uenu mexagy ysnamu - ceTkm W,
nponopuuoHanbHOMy — KBagpaTy  MOMEKYNAPHOW  Maccbl  Lienu.
AHanuTnyeckne BbIpaXeHuss AnA  CnekTpa BPEeMeH perakcauumu,
nony4YeHHble B npeablaylweM pasaerne, no3sonsoT NnpoaHanusnmpoBarb
BKMadbl BHYTPU- U MEXLENHbIX PenakcaLlyoHHbIX NPOLLEeccoB B MOAYIb
ynpyrocTtu [G'(Z)] Kak BugHO 13 Puc. 2, penakcaumoHHble MpPoLecChl
pasnuM4yHoro  Tuna NpaKkTU4ecKku MOSHOCTbIO pasgensoTcs.
BHyTpuuenHas penakcaumsi JOMUHUPYET B BbICOKOYACTOTHOM obnactu
( Z>1/ W,,), noaTomMy 4acTOTHOe MoBedeHWe Moayns ynpyroctu

COBMafaeT C MOAyneM HEecLMTbIX rayccoBbix Leneit: [G'(2]~ Z°. B
obnactn Huskmx uactoT ( Z<Il/ W,) ™Moaynb ynpyroctu [G'(Z)]

onpenenaeTcd, rnaBHbIM 06pasoM, KoonepaTtnBHbIMU (Me)KLI,eI'IHI:IMI/I)
penakcaynoHHbIMM npoueccamMu, npu 3TOM ero 4YactoTHoe noseneHue

namensietcs: [G'( 2]~ Z*. Kpome Toro, cyllecTByeT [OCTATO4HO y3kas

nepexogHass obnactb, B  KOTOPOW BHYTPU- U  MeXUenHble
penakcaLMoHHble NpoLecckl JalT cpaBHUMble Bknaabl B [G'(2).

Cxoxas KapTuHa HabniogaeTcss M AN NPUBEAEHHON AMHAMUYECKO
askocTn [K( J|= K( 2/ ®,T , npeacTasnenHoit Ha Puc. 2, a Takke Ans
APYTAX MEXaHUYECKUX XapakTepUCTUK, TaKMX Kak — penaKkcaLMoHHbIN
mogynb G(t) n mogynb noteps G"(2).

Pazgen 1.2.5 nocBAlLeH AMGNEKTPUYECKUM PenakcautoHHbIM
CBOWCTBAM DEryNsPHbIX SYEUCTbIX CETOK, OBPa3oBaHHbIX KOHLEBOIA
CLUMBKOII MHOFOCETMEHTHBIX FaycCoBbix Leneii. B cnyuae, koraa
NoNUMepHbIe Lenn o6nagaT HeHyNeBol NPOAONLHON COCTaBNALLE
AVMONBHOrO MOMEHTA U CLUMBAKOTCS B CETYaTylo CTPYKTYPY B CPEAHEM
M3OTPOMHO, YAAETCA MOMYYNTb  aHanuTUYEcKMe BbIPAKEHUS AN
KOMMIEKCHOI AMANEKTPUYECKON MPOHMLAEMOCTN MOMMMEPHON CeTKM
(2. CpaBHUTenbHbI aHanMa OCOBEHHOCTE  AMAMEKTPUYECKON
penakcaLmu NofIMMEpHO CETKM M pachfiaBa HeCLUNTbIX Lereil TN ke
MONEKymAPHON Macchl, Y4TO 1 Macca Lenel CeTkM Mexay CLUMBKamu,
NO3BONSET AETanbHO U3y4nTb 3EKTbl, CBA3AHHbIE C ClUMBAHWEM
uenen. Hanbonee sipko adppekT cluMBaHMA MPOSIBSETCA B YaCTOTHOW
3aBUCMMOCTM (bakTopa AuanekTpuyeckx noteps A M(2), kotopas

XapakTepusyeTtca Hanndmem MakCumyma. Tak, B cnydyae I'IOJ'IMMGpHOVI



CEeTKM HabnogaeTcs 3aMeTHOe YLIMPEHWE YacTOTHOW 3aBUCUMOCTU
A M(2) B 06nacTi HU3KMX 4acTOT (CreBa OT MaKCUMyMa) MO CPaBHEHNIO

C pacnnaBoOM HECLUIUTbIX Lenen, 4YTo OOBbACHSETCS MOSABNEHMEM B
pe3ynbTaTte CliMBaHWA OOnbLUMX BpeMeH perakcaumu, OTBeYaroLLimX
KoOMnepaTMBHbIM  ABWXEHUAM  MNOMMMEPHbIX  uenew.  [laHHbI
TeopeTUYeCcknin pesyrnbTaT HaxXOAUTCA B KayeCTBEHHOM corfacum ¢
9KCMEepUMEHTamnbHbIMW [OaHHLIMW MO  AMIMNEKTPUYECKON pernakcauuun
CLUNTOrO pacnnasa MaKpoMOrieKkyn nonumsonpeHa HU3KOM
mMonekynspHon maccel (Fytas G., Karatasos K., Vamvekis K., 1995).

M’maBa 1.3  noceslleHa  TEOPETUYECKOMY  OMNUCAHUIO
AVHAMUYECKUX CBOWCTB OQHOPOAHBIX MOMMMEPHbIX CUCTEM, UMEIOLLKX B
CBOEM COCTaBe y4acCTKu pa3BeTBNEHHOW TOMOMornu.

Pazpen 1.3.1 cogepxut 0630p CyLLECTBYIOLUX OUHAMUYECKNX
Teopuii Anst perynsipHbIx pasBeTBeHHbIX NoNnMMepoB. B TeopeTunyecknx
NCCcrefoBaHUsAX paccMaTpuBanncb, B OCHOBHOM, periakcaumOHHble
CBOWCTBA  raycCOBblX  pPa3BEeTBIIEHHbIX  MOSIMMEPOB,  MMEILLNX
apXUTEKTYpy maeanbHOro CUMMETPUYHOrO «aepeBa», Gepyliero csoe
Hayano B LEHTpanbHOM CerMeHTe, Tak HasblBaeMoM sape (pexe — B
ueHTpanbHon uenu). [llpu STOM wM3yyanocb, rNaBHbIM 06pa3oM,
noBefeHve uHOMBUAyamnbHbIX  pPa3BEeTBMIEHHbIX  MONUMEPOB UMK
APEeBOBMOHbIX Y4YacTKOB MOMMMeEpPHbIX ceTok. OpgHako B nocnegHee
BpEMS MOSIBUNCS PS4 9KCMepuMeHTanbHbiX paboT, B  KOTOPbIX
pa3BeTBMEeHHbIE NONMMEPbI UCNOMb3YIOTCA Kak AN CUHTe3a rmbpuaHbIxX
nonMmMepoB (Hanpumep, NMHENHO-Pa3BETBIEHHbIX NONMMEPOB), Tak 1 B
KayecTBe  CTpOMTENbHbIX  ONMOKOB  ANsi  CO34aHMA  CMOXHbIX
CTPYKTYPUPOBAHHbIX ~ CUCTEM,  XapaKTEPU3YIOLUXCA  HECKONbKUMMU
YPOBHAMU  CTPYKTYpHOW opraHmsaumum. HecmoTtpss Ha  6onbLion
NPaKTUYECKUN NHTEPEC K CNOXHOOPraHN30BaHHbLIM CUCTEMAaM Ha OCHOBE
pa3BeTBMEHHbIX MONMUMEPOB, K HACTOSLLEMY BpPeMeHW B nuTepaType
MpPaKTU4YeCKN OTCYTCTBYIOT COOTBETCTBYIOLLME TeopeTMdeckne paboThbl,
criedylolime HeCcKOmnbKO pasfenoB AuccepTauuoHHon paboTbl 6yayT
NOCBSILLLEHbl TEOPETUYECKOMY OMUCAHUI0 penakcauMoHHbIX CBOWCTB
TaKUX CUCTEM.

Paspen 1.3.2 nocesieH TeopeTUYecKoMy  ONUCaHUIO
ONHaMUYECKMX CBOWCTB WAeanbHOro pas3BeTBMEHHOro nonuMmepa —
OEHOPUMEPHON MaKpOMOIeKynbl, KOoTopas sIBNSETCS  CTPYKTYPHON
cybbeavHuuen npu  noctpoeHun Gonee CNoxHbIX  (TMOPUAHBLIX)
NOMMMEpPHbIX CUCTEM, paccMaTpuBaemblXx B MOCNegylowWmx Tpex
pasgenax paboTbl. M3yyaeTca cutyaums, korga (yHKUMOHaNbHOCTb
LeHTpanbHOro cermMeHTa (sapa) aeHgpumepa f, MOXeT oTnnyaTbes oT
YHKUMOHANBbHOCTN BHYTPEHHWX Touvek BeTBneHus f. [QuHamuyeckas

Teopusi OnA Takon [AeHOPVUMEpPHOW MaKpPOMOIEKyrnbl CTPOUTCH Ha
OCHOBE MOJenu rayccoBbix cybuenen ¢ ucnonb3oBaHWEM MOAXOAA,
pa3BMTOro paHee ANs AEeHAPUMEPOB, Y KOTOPbIX (PYHKLMOHANbHOCTb
BCEX ToYeKk BeTBMeHWs opuHakoBa. OTNMYUTENbHON OCOGEHHOCTbLIO
AaHHOro noaxofa sBMASeTCA TO, YTO OH no3Bonsder obonTuck 6es
YMCMNEHHON AmMaroHanmsauum COOTBETCTBYIOLLMX MaTpul, cBsisHoCTU. B
LilenoM, BHYTPEHHSI CUMMETPUSA AeHApUMepa nNpuBoauT K TOMY, Y4TO ero
CNEeKTP BpeMeH pernaxkcaLlum okasblBaeTCs MHOMOKPaTHO BbIPOXAEHHbIM
M poctatodHo y3kuMm. [py 3TOM, TOMbKO BpPEMEHa penakcauuu,
COOTBETCTBYIOLLME CMELLEHNSAM AeHOPUMEpPHBIX CybBeTBel Kak Lienoro
ApYr OTHOCUTENLHO Apyra, 3aBUCAT OT pa3Mepa (MONEeKynNApHOW Macchbl)
MaKpOMOINEKYIbl.

B paspene 1.3.3 paccmoTpeHbl BS3KOynpyrme AuMHaMuyeckue
CBOWCTBA HOBOrO Kracca ruMbpuaHbIX  NIMHEWHO-pa3BeTBEHHbIX
nonnuMepoB, MpeAcTaBnsaloLWmMX coBor NonMMepHble Lenu ¢ 6oKoBbIMU
AeHOapuMepHbIMKU  rpynnamn  (geHapoHamu). PaccmoTpeHa cuTyaums,
Korga AeHApuMepHas rpynna, COCTosilas M3 rayccoBbiX cybuenen,
npusuta K cepeauHe [ANWHHOW rayccoBoW Lenu, npu  3TOM
MakcumarnbHOe Bpems penakcauumM IUHENHON Lenu 3HadynuTenbHo
npeBbILLAeT COOTBETCTBYIOLLEE XapakTepHoe Bpems AeHOPVMEPHOro
npusecka.

Ha Puc. 3 npeactaBneH npusedeHHbI MOAYMNb YNPYroctu
[G(2]=6(2/ @T ANA HECKOMbKMX  NMUHENHO-Pa3BeTBIEeHHbIX

MONMMMEpPoOB  OOMHAKOBOW AfWHbI C  OOKOBbIMW  A€HOPUMEPHbIMU
rpynnamu, pasMmep (MoKorieHne) KOTopblX MeHanca ot g=3 go g=6. Kak
BMOHO u3 Puc. 3, moaynb ynpyroctu [OeMOHCTPUpPYeT HeoObluHOoe
nosefeHve ¢ U3MEHEHNeM pasmMepa MpUBMTOro AeHOpPOoHa, a UMEHHO —
YMeHbLUaeTCa C YBENMMYEHMEM MOKOMEHUs OeHOPUMEPHOro npueecka.
HdaHHbI adppekT Tarke nposiBNAeTcs B MoAyne noTepb G”(Z) "

OVHaMU4YECKON BA3KOCTU K(Z) FM6pVI£I,HOFO nonuMepa n MoOXet ObITb

00bsACHEH TeM, YTO MacCcvMBHasa OeHOpWMepHas rpynna npensaTcTeyeT
BO30OYXXAEHNIO KpynHOMacLWTabHbIX MO FIMHENHON MONMMEPHON Lienwu,
aCMMMETPUYHBIX MO OTHOLWEHWIO K LEeHTPY uenu (MecTy nNpuBUBKK
AeHApOoHa), ycKkopss TeM cambIM penakcauuio cuctembl. OTMETUM, YTO
Takoe MOBefdeHMe KayeCTBEHHO COrfacyetcss C  Peorormvyecknumm
AaHHbIMU ANst TMOpPUAHbIX NUHEWHO-AEeHOPUTHBIX nonumepos (Jahromi
S., Palmen J.H.M., Steeman P.A.M. Macromolecules. 2000. V.33. P.
577-581).

B paspene 1.3.4 wu3yyaioTca BA3KOynpyrMe CBOWCTBA
perynsipHbIX MOMMMEPHbIX CETOK, KOTOpble OOpa3oBaHbl KOHLIEBOM



CLUMBKOM rMOPULHBIX NUHENHO-OEHAPUTHBIX nonvMmepos,
paccMOTPEHHbIX B MpeablayLliem pasgene. Takue cetyaTbie NonMMepbl
ObINM  CUHTE3UPOBaHbl CPaBHWUTENIbHO HEdaBHO M 06nagalT psaom
YHUKanbHbIX CBOWCTB; B 4acCTHOCTW, NyTEM W3MeHeHUs pasvepa
MPUBUTLIX K LenaM [OeHOPUMEPHbIX TPpynn  MOXHO  YrNpaensTb
MOABWKHOCTBLIO LEMNei Takux ceTok. [ns onucaHus [UHaMUYECKUX
CBOWCTB OOHOPOAHBLIX MOMUMEPHBLIX CETOK, CLUUTBIX W3 TMOPULHBIX
NVHEWHO-AEHOPUTHBIX MONMMMEpoB, 6Gbina npuMeHeHa pas3BuTas B
pasgene 1.2.2 obwas OvHamudeckas Teopusl CETOK, CLUMTbIX W3
OfVHaKOoBLIX si4eeK. MpUMeHUTENBHO K paccMaTpuBaemMomy cryyaro, B
KayecTBe s4eilkM Obin  BbiOpaH y3en perynspHoM CeTku U
HEMOCPEeACTBEHHO Mpurerawwmne K Hemy Uenu C  BGOKOBbIMU
AeHOPVMEPHBIMU TpyMnamu.

log[lG’(o))]
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Puc. 3. MNpuBegeHHbIN MOAYNb YNPYrocTy Kak oyHKUMSA 4acToTbl AN IMHENHON
rayccoBon uenn c 6GOKOBbIMU TpexdyHKUMOHAmNbHbIMKW  AeHAPUMEPHbBIMN
rpynnamu, NPUBUTLIMU K LEHTPanbHOMY CerMeHTy uenu. MNokoneHve AeHApOoHOB
g BapbupoBanocb oT 3 A0 6, NuHeHasa rayccoBa Lenb BO BCeX cryyasx
cocTosina u3 51 cermexra.

AHanmus paccuuTaHHbIX C MOMOLLUbIO  Takoro nodxoda
BA3KOYNPYrMX AMHAMUYECKUX XapaKTEPUCTUK NokasbiBaeT, 4To obnactb
BHYTPEHHeN penakcauum nUHeNHO-OeHAPUTHLIX MONUMEPOB MeXay
y3namMum CeTKM [O0CTaTOMHO  XOpOWO  pasHeceHa Mo Likane
4acTOT/BpeMEH C KoomnepaTUBHOWM, COBCTBEHHO CETYaToON penakcauuen.

Mpn aTOM O6OHapyXeHHOe Ans  HEeCWMUTbIX FWMHENHO-AeHOPUTHbBIX
NnonMMepoB YCKOpPeHWe penakcauum ¢ yBErMYEHUEM pa3MepoB
AeHapUMepHbIX NpyuBeckoB (cM. pasgen 1.3.3) NposiBNSeTCa N B CLUNTbLIX
nonumepax — B o0OnacTy BHYTPEeHHEW penakcauum Luenen CeTKu.
MHTepecHo, 4TO 06nacTb MeXLEenHowm KpynHoMacLuTabHon penakcauumm
CeTKWN OKa3biBaeTCA HEYYBCTBUTEIBbHOWM K M3MEHEHMIO pa3mepa GOKOBbIX
AeHAPUMEPHbIX rpynmn.

Paspen 1.3.5 nocesiweH BA3KOYMNpPYyruM  OUHaAMUYECKUM
CBOWCTBAM  OAHOPOAHbLIX  MOMWMEPHbIX  CETOK,  CWUUTbIX U3
AeHApUMEpPHbIX Makpomonekyn. B uenom, geHapumepbl SBNSAOTCA
MHOroobeLLalWmMn KaHgugatamm Ha porb "cTpouTenbHbiX" OrokoB
Ana  co3gaHWs  HOBbIX  MaTepuanoB. B cuny cummeTpudHon
pa3BeTBNEHHON apXUTEKTypbl AeHOapumepa YUCNO  MOHOMEPHbIX
3BEHbLEB ero nepudgepunHoro NoKoneHus yBenu4ymBaeTcs
9KCMOHEHLMaNbHO C pPOCTOM OOWero 4ucna noKoneHun. 3Tn
MOHOMEpPHbIE 3BEHbSI NPV OMpeaerneHHbIX YCrnoBusx MoryT obnagarb
XUMWYECKOW aKTUBHOCTbIO, @ MNOTOMY MOryT B3aumMoOencTBoBaTb C
nepugepunHbiMM  MOHOMEPHBIMU  3BEHbAMW  APYrUX  AeHAPUMEPHbIX
MaKpOMOIeKyr, 4YTO, B KOHEYHOM cyeTe, NpmBoauT K DOPMUPOBAHUIO
€OMHON CeT4yaToW CTPYKTypbl, T.e. (PakTM4eckM HOBOro rubpuaHoro
nonMMepHoro MaTepuana C  OBYMSA  YPOBHAMW  CTPYKTYPHOW
opraHusaumn.

Ona onucaHua OWHaMUYECKMX CBOWCTB OAHOPOAHbLIX CETOK,
CWWTbIX M3  JAeHOpuMepHbIXx  BriokoB,  ucrnonb3yetcs  obwias
AnHaMuyeckasa Teopus, passutas ANs NONUMEPHBLIX CETOK, COCTOSALLNX
13 oanHakoBbIX s4eek (cM. pasgen 1.2.2). B gaHHOM criyvae B kavecTBe
AYenkn MoXeT ObiTb BblIOpaH OTAEnbHbIA AeHOpuMepHbId 6rok. B
KayecTBe wunnioctpaumMm Ha Puc. 4 nokasaH npuBEdeEHHbIA MoAynb
ynpyroctn  [G'(2)]=G'(2/@T nana Tonmonornuecks [ByMEpHO

MONMMEPHOW  CEeTKW,  CLUIMTOA U3 YeTblpexdpyHKLMOHAmNbHbIX
OeHOpVMepPHbIX OroKoB TpPeTbero nokoneHus. KonuyecTtBo CLUMBOK
mMexzgy cocedHuMMM OGrnokamu M_  BapbupyeTca or 1 pgo 9 -

cr
MakCUManbHO BO3MOXHOro 3Ha4YeHusl, Korga BCe  CEerMeHTbl
nepugepUnHOro MOKoNeHUs1 LeHOPUMEPHbIX OGNOKOB [aHHOro Tuna
Yy4acCTBYIOT B CLUMBaAHUN.

Kak BugHo wun3 Puc. 4, yBenuyeHve 4ucna CLUMBOK Mexay
OeHApPYMEpPHbIMM Oriokamn NPUBOAUT K CUCTEMATUHYECKOMY CYXXEHMIO
BbICOKOYACTOTHOM  0BGractM  MOZyNs  ynpyrocty,  OTBe4aloLLen
BHYTPEHHEN penakcaumMm OeHApPUMEpPHbIX GrokoB. 370 obObscCHSeTCs
TeM, 4YTO camble OonbluMe BpemeHa penakcauun aeHapvumepa
onpeaenstoTcs CMeLLeHnsMN cyOBeTBen AeHapvuMepa Kak Lenoro (Cm.



pasgen 1.3.2). ClumBaHne AeHAPMMEPOB B CETYaTYIO CTPYKTYpy Aenaet
Takne CMeLLeHNS HEBO3MOXHbBIMW, U ¢ pocToM M 6onblune BpeMeHa

BHYTPUOEHAPVUMEPHOW penakcauMy MOCTEMNEHHO UCKMYalTcs K3
penakcaLuMoHHOro CrnekTpa AeHApvMepHoro 6noka. OTMeTUMM, 4TO
yBenu4yeHne KONMuYecTBa CLUMBOK Mexay AeHApUMEPHbIMK Briokamu
NPakTMYeckn He CKasblBAeTCs Ha Xapaktepe KpynHoMacluTabHo
penakcauuu, KoTopasi OnpeaensieTcs, rnaBHbIM 06pPasoM, TUMOM
perynsipHoii  ceTku, B  KOTOPY  CLUMBAlOTCA  AeHOPUMEPHble
makpomonekynbl ([G'(2)]~ Z ana cnyyas Tononoruueckn AByMepHOIl

CeTKW, NpeacTasneHHoM Ha Puc. 4).
B rnase 1.4 cchopmynuposaHsl Beisogsl YACTU 1.

|
—_

log[G’ ()]

Puc. 4. TlpvBegeHHbIM MOAyMb YNpPYroctM Kak PyHKUMS 4acToTbl Ans
TOMONOrMYeCcKu OBYMepHON nonMmMepHown ceTku, cLumTomn n3
YeTblpexpyHKLUMOHAmNbHbIX  AeHAPUMEPHbIX OIIOKOB  TpeTbero  MOKOMEHMsI.
KonunuectBo clumBok Mexay cocegHummn 6nokamu Mg Bapbupyetcsa ot 1 go 9.
Takke nokasaH MoAyrnb YNpyrocTu OTAENbHOro (HeCLMTOro) AeHOAPUMEPHOro
6noka (kpyBasi C OKPY>XHOCTSIMM).

YACTb 2 nocesllieHa TeopeTUYeCKOMY OMUCaHUIO AWHaMUKU
HEOOHOPOOHbLIX MaKpOMOIeKynsapHbIX cucteM. [lo cpaBHeHUO ¢
naeannsMpoBaHHbIMU - PErynspHbiMM  CeTKaMK, pPacCMOTPEHHbIMU B
yactu 1, gaHHble CUCTEMbI ABMSAOTCA Gornee CroXHOOPraHM30BaHHbLIMW,
TaK Kak coyeTaloT B cebe Kak YaCTUYHYK YyNOopsifO4eHHOCTb BHYTPEHHEN
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TOMONOrMKN, TaK W  CTPYKTYPHYHO HEOOHOPOAHOCTb  BCreACTBuE
CTaTUCTMYECKOrO XapakTepa CluMBaHus LUenen. [pyrumu crioBamu,
B3aVMHOE pacrorioXXeHUe 3EMEHTOB TakMX CUCTEM  SIBNSAETCHA
Yacmu4Ho ynopsinoveHHbIM (MpegonpeneneHHbIM).

Maea 2.1 npegctaensieT coboil  KpaTkoe  BBELEHMUE,
MOCBSILLEHHOE  OCHOBHbIM  TUMaM  HEOOHOPOLHOCTEW,  KOTOpble
BO3HMKaOT B  peanbHbIX CeTyaTbiX NonvMMepax  BCNeacTBue
CTaTUCTMYECKOro Xapakrepa CluuBaHusA uenew. Tak, BHYTPEHHSAS
CTPYKTypa cLUMTOro nonumepa MOXET  XapaKTepusoBaTbCs
CyLLEeCTBOBaHMEM LUMPOKOrO pacnpefeneHns AnuH Lenen mexay
CLUMBKaMW, HanuuuMem Uuenew, BKMHOYEHHbIX B CETKY OAHMM KOHLOM,
NPOCTPaHCTBEHHbLIMU dnykTyaumnsamm NMoTHOCTU CLUMBOK,
BO3HMKHOBEHMEM arfioMepaToB CLUMBOK U T.4. Bce 310 B 3HauuTenbHowm
CTENeHn 3aTpyAHSAET NOCTPOEHNE €4MHOro TeOPEeTUYECKOoro noaxona K
OMNMCaHNIO OUHAMUYECKMX CBOWCTB HEOLHOPOOHbLIX MONMMEPHBIX CETOK.
Tem He MeHee, 3HayeHWe MOAEMbHOTNO OMUCaHUS  AUHAMUKU
HEeOOHOPOAHbIX CETOK TPYAHO NEPeoLeHUTb, Tak kak npobrnema BNUsHUS
HeOoOHOPOAHOCTENM Ha [OWHAMUKY CETKM SBMNSETCA KoYeBon Ang
MOHMMaHNA  penakCcaLMOHHbIX MPOLECCOB B  peasnbHbIX — CLUWTHIX
NONMMMEPHbIX CUCTEMAX.

MmaBa 2.2 cogepxut 0630p nuTepaTypbl, MNOCBALLEHHOW
TEOPETUYECKOMY OMUCAHUIO AUHAMUYECKUX CBOWCTB HEOOHOPOAHbIX
nonMMepHbIX ceTok. OTMEeTMM, 4YTO KOMMYECTBO CYLLECTBYIOLUUX K
HacTosiLleMy BpeMeHu  TeopeTudeckux paboT B AaHHOW obnacTu
OrpaHMYeHo, 4YTO CBHA3aHO, MNpexae Bcero, C TeM, 4YTO BBedeHue
3MeMEHTOB HEOOHOPOAHOCTM B  MAeanu3npoBaHHble  perynsipHble
MOOENM CEeTKA B 3HAUUTENbHOW CTeneHu 3aTpyoHsAeT aHanu3 ux
OVHaMMYeckux  CBOWCTB.  3avacTylo  npobnema  onpegeneHus
OVHAMWYECKUX XapaKTepUCTUK HEOOHOPOAHO CLUWTbIX MONUMeEpOB
MOXET ObITb pelleHa TOMbKO C MPUBIEYEHNEM YUCMEHHBIX METOAOB.
AHanu3 CcylwlecTBYOLWNX B nuUTepatype TeopeTUYeckMx MnoaxonoB
nokasbIBaeT, YTO MPaKTUYECKN HeuccneaoBaHHbIMU OCTalOTCSl BOMPOCHI
MOOENbHOTO  ONUCAHUsi  BA3KOYMPYrMX  AMHAMWYECKUMX  CBOWCTB
HEOOHOPOAHbIX CETOK, UMEIOLUNX JOMEHHYIO CTPYKTYPY, T.€. COCTOSLLMX
M3 arnomepatoB CLUMBOK. [pyrMM nNpvMEPOM WHTEPECHbIX, HO
MarnovccrnegoBaHHbIX HEOOHOPOAHbIX MOMMMEPHbIX CUCTEM SABMSAKTCHA
YaCTUYHO pa3ynopsgoYeHHblIE CETKM, 0Opa3oBaHHble CTAaTUCTUYECKUM
CLUMBaHNEM AJIMHHOW NOMMMEPHOW LienMu.

MmaBa 2.3 noceslleHa  TEOPETUYECKOMY  OMNUCAHUIO
BA3KOYNPYrMX AMHAMWYECKUX CBOWCTB HEOAHOPOAHbIX MMUKPOCETOK,
00pa3oBaHHbIX CTaTUCTUYECKMM CLUMBAHWEM [OSIMHHOM NOMMMEPHOWN



uenu. Takme ceTkM MOryT ObiTb MOMyYeHbl pagnaLuoHHO-XUMUYECKUM
clumBaHneM pasbaBreHHoro pactBopa rubkouenHoro nonvmepa. B
KayecTBe TEeopeTU4ECKON mMoaenu HeperynspHom ceTku
paccmaTtpvBaeTcsl [AfMHHAA nonuMepHasa uenb w3 N rayccoBbix
cybuenen, K KOTOpPOWM  cry4YalHblM  obpasom  gobaBnstoTcs
OOMNOMHWTENbHbIE YNpyrve cybuenu, a MUMeHHO — kaxaas bycuHa uenm ¢
BepoATHOCTbIO  g/N  MoXeT ObiTb coeduMHeHa  AOMNOMHUTENbHOW
rayccoson cybuenbio ¢ nobont Apyroin OycrHOM TOM Xe Lenwu.
OueBngHo, 4TO 0OOpasoBaBLUAsiCA CeTKa TOMOMOrMYeckn SBNsSeTcH
MPOMEXYTOYHbIM 3BEHOM MEeXAy PerynsipHbiMy peluetkamu (B AaHHOM
cny4ae oAHOMEPHbLIMU) U CryYanHbIMU rpadamu.

OrT7TT T T T T T T T T T T T T T
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=—aq=0.1
6—o4g=0.5

log[G” (e)]
log [G"(w)]

Puc. 5. MNpuBeaeHHbIn Moaynb ynpyrocTy (cnesa) U Mogynb noTepb (crnpasa)
KaKk yHKUMS 4acToTbl ANs MWKPOCETOK, 0Opa3oBaHHbIX CTaTUCTUYECKUM
clumBaHveM AnvHHonm rayccosor uenn (N=1000), npy pasnuuHbIX 3HAYEHUsIX
BEPOATHOCTM clumMBaHWs . Bce kpuBble ycpegHeHnbl no 100 pasnuyHbiM
peanusaumsam CTaTUCTUYECKN CLUMTLIX CETOK.

Ha Puc. 5 npeactaBneH npusedeHHbIN MOAYMNb YNPYroctu
[G(2)=G(2/®T pAns ceTok, 06pasoBaHHbIX CTATMCTUYECKAM
CLUMBaAHMEM [OJSIMHHOM raycCcoBOW Lenu, Mpu pasHbiX 3Ha4YeHUsX
BEPOSATHOCTU clwmBaHus ¢q. Cnydanm @=0 cooTBETCTBYET OObLIYHON
MHOrOCErMeHTHON rayccoBOW LEmnMu, ONA  KOTOpOW B 4acTOTHOM
3aBMCMMOCTM  MOAYNS  YNPYyrocT MOXHO  BbIOENUTb  HECKONbKO
XapaKkTepHblX obracTteli CTeneHHoro noBedeHust (OT HU3KUX 4acToT K
Boicokum): 2,  2? u 2. TloBegeHve Momyns  ynpyrocty
KapauHanbHbIM 06pa3oM MEeHSIeTCS NPU HEHYNEBbIX 3HAYEHUAX §: Oaxe
HebonbLIOEe  KOMWMYEeCTBO  [JOMOMHUTENbHbIX  YNPYrux  CBs3en,
CTaTUCTUYECKN BBEAEHHbIX B MHOFOCErMEHTHYIO rayccoBy Lerb,
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npmneBoAnUT K MUCHE3HOBEHUIO obnactu, B KOTOpOVI MoAyInb ynpyroctu

XapaKTepu3yeTcsl CTeneHHON 4acToTHO 3aBucumocTeio 22, Kpome
TOro, obnactb BHYTPEHHEW penakcauuMum CUCTEMbl 3aMETHO CYXXaeTcsl.
OTO CBfA3aHO C TeM, YTO BBeAEeHWe B LeMNb AOMNOMNHUTENbLHBLIX YNPYrnx
CBSI3e/i yBenuuuBaeT "KEeCTKOCTb" cucTeMbl (TOuHee, ee 0OLLytO
yNpyrocTb) U BeAeT K UCYE3HOBEHMIO KpynHOMaclITabHbIX mMoA. Takum
0o0pa3oM, yBenuueHWe BEepOSiTHOCTU CLUMBAHUS ¢ NPUBOAUT K
3aMeTHOMY CABWUry KOHEYHOW obnacTu penakcauuv Moaynsi ynpyroctu

([6'(2]~ Z) B obnacTb BbicOKMX YacTOT. BTOT 3phekT MOXET BbiTh

MCcnonb3oBaH, K npuMmepy, AOnd 3KCNnepuMeHTallbHOro MOHUTOPUHIa
N3MEHEHNN B I'IOJ'IVIMGpHOVI cuctemMe, BbI3BaHHbIX clumBaHuMeM. [Moxoxa
KapTuUHa HabniogaeTca Takke M Ons npmeeaeHHOro mMoayna nortepb

[G"(2]=G'(2/ @T, cm. Puc. 5.

B TnaBe 2.4 wu3yyaloTca BA3KOynpyrme AuMHaMUYeckue
CBOWCTBA HeperynspHbiX MNOMUMEPHbIX CETOK, XapaKTepusytLmnxcs
OBYMSI YPOBHSIMU CTPYKTYPHOW OpraHv3aumn, a MMEHHO — Ha MarbIxX
MacwTabax ceTku pasdynopsigoyveHbl (HeO4HOPOAHbI), HO 06pa3syioT
[OCTaTOMHO OOHOPOAHYI0 €MHYI0 CTPYKTYPY Ha Gonblimx Maclitabax.
TeopeTuyeckn pAaHHas cutyauuss MoxeT ObITb OMMcaHa B pamMkax
OVHaMWYECKoO MoAenu CceTkW, perynsipHbiM obpasoMm CLUMTON 13
BHYTPEHHE HEOOHOPOAHLIX dneMeHToB (knactepoB). B kayecTBe Takoro
anemMeHTa ucnonb3oBarnacb PaccMOTPEHHas B MNpeablgylien rnase
HeofHoOpoaHas MUKpOCeTKa, obpasoBaHHas CTaTUCTUYECKUM
ClUMBaAHWEM  OSfIMHHOM  nonuMmepHon  uenu.  CTpyKTypupoBaHHas
HeO4HOPOAHAasa CeTKa Kak Liernoe nony4vanacb nytTeM KOHLEBOW CLUMBKU
TakMx pasynopsgoYeHHbIX 3NEeMEHTOB (MWKPOCETOK) B PeryrnsipHyto,
TOMOMOrM4yeckn ABY- UNU TPEXMEPHYIO CTPYKTYpy. B cny4vae, korga Bce
HEOQHOPOAHblE 3NEMEHTbl CUCTEMbl OAMHAKOBLI, K paccmaTpyBaeMon
CMCTEME MOXHO NPUMEHUTb TEOPETUYECKUIA NOAXOA, pa3paboTaHHbIv B
pasgene 1.2.2 p[Onsg  CeToK, COCTOAWMX W3 OOMHAaKOBbIX SYeek
NPOU3BOSILHON BHYTPEHHEN TOMOMNOrMM, YTO MO3BOMSAET CYLEeCTBEHHO
yNpoCTUTb NpoLeaypy HaxoX4eHUs BpeMeH penakcaumm cUCTeMBI.

Ha Pwuc. 6 npeacraBneHa 3aBUCMMOCTb OT  BPEMEHU
NpUBeAeHHOro  penakcaumoHHoro  moayns  [G(t)]=G(t)/ @,T
TOMOMOrM4eCckn OBYMEPHOM CeTKW, CLUMTON W3  HEeOOHOPOOHbIX
3aNemMeHToB (MUKPOCETOK), MpW pasHblX 3Ha4YEeHUSX BEPOATHOCTU
[obaBneHns [OMNOMHUTENbHBIX CBA3EW ¢ B MUKPOCETKM Mexay
cwmBkamn. Cnydan g=0 cOOTBETCTBYET perynsapHon nonmmMepHon ceTke,
06pa3oBaHHON KOHLIEBOW CLUMBKOW MHOrOCErMeHTHbIX rayCCOBbIX Lienen
— [OWHaMu4yecKkMe CBOWCTBA TaKkMx CETOK MogpobHO wusyyvanucb B



pasgenax 1.2.3, 1.2.4 n 1.2.5. Ainqa cuctembl ¢ g=0 cpasy 3a obnactbto

HavanbHo penakcaumm (t <107 WHa Puc. 6) pacnonaraercs Limnpokas

obnactb BHyTpeHHeit penakcaummn [G(t)]~t™"? rayccosoit uenu mexay

y3namu CeTku, KoTopas MpoCcTMpaeTcs [0 MakCUManbHOro BPeMEeHM
penakcauun uenn /.., nokasaHHOM Ha Puc. 6 MyHKTWUPHOIA NIMHMEN.

Mpu BpemeHax t> lf/,, HaumHaeTcs obnactb KoonepaTUBHOM

penakcauum CeTKM, B KOTOPOM — B Crnyyae perynspHoi ceTkun —
penakCcauuoHHbI  MOOYMb BHOBb  XapakTepusyeTcd  CTeMeHHbIM
noBefeHnem [G(t)]~t", TUMWYHBIM ANS TOMOMOrMYeckn ABYMEPHbIX
ceTok (ans kybuuyeckonm ceTkn cnag moayns byaet 6onee ObiCTpbIM:
[G(t)]~t’3/2). Mpn cambix 6GomnblKMX BpeMeHax MOXHO Habnogatb

3KCMOHEeHLManbHbIN cnaj penakcaLuoHHOro MOAYNSA, XapakTepHblid Ans
rayccoBbIX CTPYKTYP KOHEYHOro pa3mMepa.

S T T T 0
-1 1 ,1:
2k - 72:
SN’ L - v_g_
O 4F 4 3 L
Tt 1 g-4— — g=0 |
&k 12T A—2G=0.05| |
oL 1 = st E—aqg=0.1 | -
- 1 r *—xq=0.3 | 1
T ] /4 —0g=0.8 | ]
_3_3 SR m— T ) '3 éll ; - _777 Az _|5.J|‘u7|3.7|2.7|1.(|).|1.£.3
log(t/T,)) log(ot,))

Puc. 6. lNpuBeaeHHbIN penakcaunoHHbIM MoAynb (cnesa) U MOAYMb YNpyroctu
(cnpaBa) Ona perynsipHbIX, TOMOMIOrMYECKN [ABYMEPHbIX CETOK, CLUMTbIX W3
HEOAHOPOAHbIX 3NIEMEHTOB, NMPWU PasHbIX 3HAYEHUAX BEPOSATHOCTU CLUMBAHWSA q.
Bce kpuBble ans mopynein ycpeaHeHnbl no 100 pasnuyHbiM  peanu3aumam
HeOAHOPOAOHbIX (CTAaTUCTUYECKU CLUMTBIX) 3NeMEHTOB. [lyHKTUPHOW mnUHMEN
rnokasaHo xapakTepHoe Bpemsi (4acToTa), COOTBETCTBYyOLLEe BpPEeMeHU

penakcauuu )/, rayccoBoi Lenu Mexay y3namm cetku npu g=0.

BpemeHHasi 3aBUCUMOCTb penakcauMoHHOrO MOAYNsl CUMbHO
MEHSIETCS, KOrAa BEPOATHOCTb [00aBNeHNs OONOMHUTENbHbIX CBA3EN B
rayccoBy LeNb Mexay y3rnamu MONMMEPHON CeTKU OTNMYHa OT Hyns
(g=#0). C poctoMm q obnacTb BHYTPEHHEN penakcauum HeOQHOPOLHOMO
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anemMeHTa Mexay Yy3fnamm ceTku CcTaHoBWUTCA Oonee y3kom u3-3a
yBenuyeHusi obLluen ynpyroctu (KecTkocTu) anemeHTa. [Mpu aTtom B
oTnnyne ot cuctemol ¢ g=0, B 3TOM 0BnacTn penakcaumMoHHbIA MOay b
yXe He XxapakTepusyeTcd CTerneHHOW 3aBUCUMOCTbIO OT BpPEeMEHMU.
Kpome Toro, B cnyvae OoOnblUMX 3HAYEHUA BEPOSTHOCTU G MOXHO
Habniogatb BO3HWKHOBEHWE MNNaTtoobpasHOro yvyacTka BO BPEMEHHON
3aBMCMMOCTH [G(t)] B  KOTOPOM  BHYTPEHHAA  penakcauus

HEOOQHOPOOHOIrO  3remMeHTa  (MUKPOCETKM) Mexay ysnamu  yxe
3aKoH4Mnacb, a koonepaTuBHas, COGCTBEHHO ceTyaTasi pernakcauus
elwle He Havanacb. [pyrumy croBamu, B [aHHOM CIlydae MOXHO
roBOpUTb O  CYLLECTBOBaAHUM  HE3arnoriHeHHOTro  WHTepBana B
penakcaLuMoHHOM CrMeKTpe MOJNIMMEPHON CEeTKM — 3TOT MWHTepBan
pacronaraeTcs  Mexay MakcuMarbHbiIM — BpeMeHeM  penakcauuu
HEOQHOPOAHOrO 3rIeMEHTa MeXZAy y3naMu CETKM U MUHUMAambHbLIM
BpeMeHeM KpyrnHoMmacliTaGHoii penakcauui. OTMETUM, YTO MoXoXxas
kapTMHa HabnoJaeTcs U Ans OpyrMx MakpOCKOMMYECKMX BA3KOYMPYrux
XapakTepucTMK — B 4acTHOCTM, [Ans Moayns ynpyroctn G'(2),

nokasaHHoro Ha Puc. 6, u Moayns notepb G(Z) a Takke Aons

nokanbHbIX OUHAMUYECKUX XapaKTEepUCTUK, TaKMX Kak CMelleHune
cermMeHTa CeTKU Noj AeACTBMEM BHELLUHEN CUTbI.

B NmaBe 2.5 paccmatpuBaloTCd OUHAMUYECKUE BA3KOYMpyrue
CBOMCTBA HEOOHOPOAHbIX MOMUMEPHBIX CETOK, XapaKTepU3yLUXcs
OOMEHHOWN CTPYKTYPOW.

B paspene 2.5.1 passuTta obwas guHamuyeckasi Teopust Ans
HEOOHOPOAHbIX NOMMMEPHBIX CUCTEM, COCTOSILLIMX M3 LOMEHOB CIIOXHOW
BHYTPEHHEN apxuTekTypbl. B peanbHbIX MNOMMMEpPHBIX CUCTEMax
CTaTUCTUYECKUA XapaKTep CLUMBaHWS Lenerd B MPOCTPaAHCTBEHHYHO
ceTyaTylo CTPYKTypy MOXeT NpuBoAuTb K 0Opas3oBaHMO arnomeparos
CLUMBOK, T.e. MMOTHO CLWMTbIX obnacten (QOMEHOB), OTMMYaIOLLUXCH
CBOMMW CBOWCTBaMu OT MEHee MIOTHOrO MONMMEPHOro OKpyxeHus. B
criyyae, Korga KOHLUEHTpauuu CLUMBOK B MOSIMMEPHOM pacTBOpe HuXe
KPUTWUYECKOWN, MOXHO CYMTaTb, YTO MMOTHO CLUUTblE 06nacTu (4OMeHbI)
He cBfi3aHbl ApYyr C APYrom, YTO [JenaeT BO3MOXHbIM paspaboTky
TEOpPEeTMYECKOro Noaxoaa, KOTopbii He TpebyeT yCnoBus MOEHTUYHOCTU
BCEX OOMEHOB CeTkW, Kak 310 6bino B Mase 2.4. Ncxoga us aToro,
npeanoxeHa TeopeTndeckas MoAernb HEeOOHOPOAHOW MONMMEPHOMN
ceTku, KoTopas npeacrtaBnsieT cobon aHcambGnb obnacten (QOMEHOB)
KOHEYHOro pasmepa, OBurallmxca Ha oHe 3apdeKTMBHON BA3KON
cpedbl (pacTBopa HecWwWTbIX NONUMepHbIX uenen), cMm. Puc. 7. MNpwn
3TOM npeanonaraeTcs, 4YTO AOMEHbl He B3aUMOLENCTBYIOT [pyr C



OPYroM, N BHYTPEHHSS apXUTEKTypa AOMEHOB CYMTAETCA OOUHaKOBOW
AnA BCceX AOMEHOB CeTKW, T.e. JOMeHbl OoTnuyaloTcs Apyr OT gpyra
TONbKO pPasMepoMm (MNM YUCHIOM CTPYKTYPHBbIX OMEMEHTOB BHYTPU
aomeHa N).

Puc. 7. CxemaTtunyHoe npeacrtaesneHne moaenu HeO,ElHOpO,D,HOI;I I'IOJ'II/IMepHOIZ
CETKU, COCTOSALLEN U3 CeTHaTbIX JOMEHOB pa3Horo pasmepa.

Bcriegcteue TOro, 4TO KOMMMEKCHBLIA OUHAMUYECKUW MOAYNb
G(Z) N, COOTBETCTBEHHO, penakcaunoHHbIn Moaynb G(f) nonMmMepHbIX

CETOK M reneil 4acTo XapaKTepuayloTCs CTeNeHHbIM MoBeaeHUeM, B
paboTe paccMaTpuBaeTCs KMacc CeT4aTbiX AOMEHOB, COCTOSLUMX M3
rayccoBbix cybuenei, AN KOTOPbIX NPUBEAEHHbI PenaKkcaLMOHHBIN
momynb  [G(N;t)]=G(N;t)/@T B o0Bnactm  BHYTPUAOMEHHOIA

penakcaumn cnagaet no cTeneHHoMy sakoHy: [G(N;t)]~ (t/ W2, rae L

— nonoxwuteribHaa KOHCTaHTa " W— XapakTtepHoe (MMHMMaJ’IbHoe)

BpeMsi perakcauum arieMeHToB, U3 KOTOPbIX COCTOUT AoMeH. OTMeTUM,
YTO, TaK Kak JOMEH MMeEEeT KOHEYHbIN pa3mep, CTeneHHoe rnosefeHve
penakcauuMoHHOro MoAdynst B 0obnacTu BHYTPMOAOMEHHON pernakcaumu
npocTMpaeTca BMMOTb [0 MakCUMarnbHOro BpeMeHu penakcaumm
AomeHa IMX(N); WK ®, nepexogs npu  GonbluMX — BpemeHax

3KCMOHEHLUManbHbI cnag. PenakcaumoOHHbIN MOAYNb HEeO4HOPOOHOW
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CeTkN Kak Liernoro MoxeT GbiTb paccumtaH nyTem ycpeaHenns [G(N;t)]

Mo [OMeHaM pasHoro pasmepa. ECnu npeanonoxutb, YTO (PyHKLMS
pacnpeaenenus no pasmepam gomeHos P(N) umeeT crneaylowmii,

poctatodHo  obuwwii  eug:  P(N)=N V~exp(—C(N/Nd )G) TO
PENaKCaLMOHHbIi  MOAYNb HEOAHOPOAHON MOMMMEPHON CeTKM  Kak
LIeNIoro acUMNTOTMYECKV BeAeT cebsi criedyoLLm o6pasom:

1 t (v3@)(p-g ¢ @(pg
G(t)~—| — -exp| —~C/| — ,
e [W] exp [W]

roe W - MakCumanbHOe BpeMA penakCcauunm OOoMeHa, KOTOprVI

peanusyeTcss ¢ Haubonblueli BepoSiTHOCTHIO, T.e. JOMEeHa CpefHero
pasmepa, cocTosiero n3 N, CTPYKTYpHbIX aneMeHToB. Takum obpasom,

ecnm B obnactu CpaBHUTEIBHO HebornbLUMX BpemeH peJ'IaKcaLl,I/IOHHbIIZ
Moayrnb HeOﬂHOpOﬂHOVI CeTKWU, COCTosALEN U3 HeB3aI/IMO,EI,eIZCTByI'0LLI,I/IX
mMexay coboin f[omeHoB pa3Horo pasmMmepa, cnagaet no cTteneHHoOMy

3aKoHy, To B obnactu Gonblunx BpemeH (t>> W penakcauvoHHbIN

MOOYMb XapakTepusyeTcs cnagoM Mo Tuny 3aTaHYTOW SKCMOHEHTHI
(stretched exponent). OTMeTMM, YTO NoKa3aTenb 3aTSAHYTOW KCMOHEHTbI
¢(D+ C} BCcerga HaxoauTca B uHTepBane or 0 go 1 ans noBbix
NOMOXWUTENbHbLIX HEHYNEBbIX 3Ha4YeHWW napameTpoB ( U L[, T.e.
COOTBETCTBYIOLLMI cnag Moayns BCerga MeaneHHee
3KCMOHEHLMAnNbLHOrO.

B paspgene 2.5.2 o6Lwaa guHamuyeckasa Teopus, passuTas ang
HEOAHOPOAHBIX MOSIMMEPHBIX CUCTEM, UMEIOLLUNX OOMEHHYIO CTPYKTYpY,
Oblna NpyMeHeHa K HECKOMbKMM YacTHbIM cnyyasam. [Npexae Bcero, 310
nonuvaucnepcHas  nonuMMepHas  ceTka, T.e. CeTKa, KoTtopas
XapaktepusyeTtcs pacrnpegeneHmeMm no  AnvHam  uenen  Mexay
cwmBkamn  (ysanamu ceTku). Mcnonb3oBaHWe [OMEHHOW ceTyaTon
Mogenu Ansa onucaHns UHaMUKN MONMOUCNEPCHBLIX CETOK BO3MOXHO B
crnydvae, Korga paccMmaTtpuBaeTCsl TONbKO BHYTpULENHas penakcauus.
Torga nonuaucnepcHas MOnMMMEpHas ceTka 9KBMBANEHTHa cucteme
HEB3aMMOLENCTBYIOLLMX Mexay cobOoM JOMEHOB, KaObld M3 KOTOPbIX
COCTOUT U3 OTAEenbHOW nonuMmepHon uenu. [pyrumu  crioBamu,
pacnpegeneHve no AnuHaM uenen Mexay CLUMBKaMU CEeTKU Hanpsmyto
TpaHcopmupyeTcs B pacnpegeneHve Mo pasmepaMm [JOMEHOB,
COCTOSALLMX M3 OTAEeNbHbIX Lenen cetku. MNMpu ncnonb3oBaHUU Teopuw,
passuTon B pasgerne 2.5.1, B COBOKYNHOCTU C MPeanorioXeHNeM O TOM,
YTO pacnpegeneHme CerMeHToB B LIENSX Mexay y3namum CeTku sABnseTcs



MyacCOHOBCKMM, ObINO MOKa3aHo, YTO penakCaLuMOHHbIA  MOAyIb
NoNMANCNEepPCHON CeTkU Npu GonbLUMX BpeMeHax cnafjaeTt Mo 3aKoHy
3aTAHYTON 3KCMOHEHTLI ¢ nokasatenem G D+ G=1/3. VuTepecHo, 4To

Takoe nosefaeHne G(t) cornacyetca ¢ pesynbtatamuv Teopun, pa3sBuTomn
paHee ANS NOnMAMCNEPCHbIX rayccoBbix ceTok (Sommer J.-U. J. Chem.
Phys. 1991, V. 95, P. 1316-1317).

Ewe ogHMM npumepoM CUCTEM, K KOTOPbIM MOXET OblTb
npMMeHeHa [AOMeHHas Mofenb, SABNSATCA HEeOAHOPOAHO CluMTble
MONMMMEpPHbIE renu, OCODEHHO MpW  KOHLEHTpauUMsAX CLUMBOK HUXe
KPpUTMYECKOW, KOrga [OCTaToyHO Gonblive clwutble ¢parMeHTbl
ABUralTcs Ha OHEe HEeCLMUTbIX MONMUMEPHLIX LEenen u pactBoputens.
CornacHO  CyWecTBYOLWMM  3KCMEPUMEHTANbHLIM  OaHHbIM, B
NOMMMEPHbIX rensx W3 [OCTaTOMHO KOPOTKMX Lenen 4YacToTHas

3aBUCMMOCTb ANHAMUYECKOro KOMMJIeKCHOro moaynsa G*(Z) B paﬁOHe

TOYKN reneobpasoBaHMs HOCUT cTeneHHol xapaktep: G (2)~(i 2.

MwuKpockonuyecku, AMHAMUYECKOE BSA3KOYNpyroe rnoBefdeHue renei
MOXeT ObITb ONMUCAHO C MOMOLLbID (paKTarbHbIX MOAENeN, NO3TOMy B
kayecTBe [goMeHa 6bin  BbiGpaH  hpakTanbHblii  3MEMEHT,
penakcauMoHHbIN MoZynb KOToporo B oOliem cryyYae cnagaeT mno

cTeneHHoMmy 3akoHy G(t;N)~t™”. Torma, cormacHo oblueit Teopuw,

pasBuTOM B NpeabiAylleM pasdene, penakCcauuoHHbIA  MOoAymb
HEOJHOPOAHO CLUWTOrO rens kak uenoro 6ygeT cnagaTb Ha Gonblumx
BpeMeHax MO 3aKOHy 3aTAHYTOW 3KCMOHEHTbl C  MokasaTenem
akcnoHeHTsl  J(I+ J. OTMeTUM, 4To Ans reneil CTEXMOMETPUYECKM

cbanaHcMpoBaHHOrO CocTaBa MNokasaTenb CTENeHW . YacTo GrmM3ok K
1/2 1, COOTBETCTBEHHO, MoKasaTerb 3aTaHyToN skcroHeHTsl J(1+ J)
paBeH 1/3, T.e. coBnagaeT C nokasaTenem 3KCMOHEHTbI, 0GHaPYXeHHON

paHee AN nonuMaucrepcHoOm CeTku.
B rnaBe 2.6 cchopmynuposaHsl BeiBogsl YACTHU 2.

YACTb 3 nocesileHa  UMCCNeooBaHWO — AUHAMUYECKMX
NpoLIeCCOB B CaMOOpraHusyloLmuxcsa cucremax. PaccmoTpeHHble B
npegbliaywmnx  4Yactax  paboTbl  MaKpPOMOSEKYNsipHble  CUCTEMbI
XapaKkTepusoBanucb pasHbiM YPOBHEM CTPYKTYPHOMN YNOPSAOYEHHOCTH.
Tak, perynsipHble ceTyaTble CUCTEMbI, paccMoTpeHHble B YACTU 1,
npepcraensany cobom ngeanmanpoBaHHbIE, NONHOCTLIO YNOPSIAOYEHHbIE
CTPYKTYpbl €  3ad)MKCUPOBaHHbIM B  pes3ynbTaTte  ClUMBaHUS
pacrnonoxeHneMm anemeHtoB, Torga kak B YACTWU 2 wusyvanucb
HEOOHOPOAHbIE CUCTEMbI, B3aWMHOE pPacrorfioXeHWe 9feMeHTOB
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KOTOpbIX BCreacTBMe CTaTUCTUYECKOro Xapakrepa cluMBaHus Lenen
Obino  npegonpegeneHo  nuwb  YactudHo. Cnegysa gaHHoOW
Knaccudurkaumm BbICOKOMOMEKYIISAPHBLIX CUCTEM CIOXHOW BHYTPEHHEN
opraHusaumm, B YACTU 3 OoyayT paccmaTtpusaTbCs
CaMOOpraHu3yLWmecs CUCTEMbI, B KOTOPbIX B3aMMHOE pacronoXeHne
BXOASILLMX B X COCTaB 3NIEMEHTOB 3apaHee He NpefonpeaerneHo.

naBsa 3.1 npeacraBnseT cobon kpaTkoe BBeAeHWE B Npobremy
TEOPETUYECKOro OrnucaHns AUHaMUKM CaMOOPraHU3YIOLWNXCH CUCTEM,
KOTOpble SBMAIOTCA HavMbonee CrOXHOOPraHM30BaHHbIMU U3  BCEX
BbICOKOMOJEKYNSAPHBIX ~ CUCTEM, paccMOTpeHHbIX B paborTe.
MHoOrouMcrnieHHble MNpuUMepbl  TakUX CUCTEM BKMNoYyalwT B cebs
HaHOCTPYKTYpbl U3 ampudunbHbIX Onok-cononnMMepos  (MULIENIIbI,
HaHocdepbl, HaHOKancyrbl 1 NONMMMEPOCOMbI), @ Takke Guonorndyeckne
cuctembl (rmobynsapHble Genku, KneTouyHble membpaHbl). B pamkax
AaHHON paboThbl n3yyanuco NNMOCOMBI - npupoaHble
caMoopraHusyLwmecs CUCTEMbl U3  NUNMAHbLIX  Moriekyn. 3To
MO3BONUNO He TOMbKO  YCTaHOBWUTb  OOLiME  3aKOHOMEPHOCTM
ONHaMUYECKOro  MNoBedeHUs]  CaMOOPraHU3YLWMXCs  CTPYKTYp U3
aMUPUbHBIX MOMeKyn, HO W UCCreaoBaTb CBOWCTBA KMETOYHbIX
MemOpaH, CTPYKTYpPHYHO OCHOBY KOTOpbIX COCTaBNAT NUNUAHbIE
6ucnou. Bcnenctere Toro, camoopraHv3yoLMecsi CUCTeMbl SABNSAIOTCA
O4YeHb CMOXHBIMU MONEKYNAPHbIMM 006pa3oBaHUAMU, ANS UX U3YyHeHUs
NPUMEHANNCE METOAbl KOMMbIOTEPHOro MoaenupoBaHus. lNpu aTom B
AaHHoM paboTe ObiMM MCNoOnb3oBaHbl Havbonee peanucTUYHblE Ha
CErodHsWHNA OeHb aToMUCTUYecKMe mofenu. Bbicokoe paspelueHve
3TUX MoJenen orpaHu4MBaeT pasMep paccMaTpuBaeMblX CUCTEM,
noatomy B paboTe wu3yyanucb, B OCHOBHOM, HeOOmnblUMe Yy4yacTku
MeMOpaHHbIX CTEHOK NMMNOCOM (NMUnugHble Gucrown).

B Nmase 3.2. n3dy4aloTca gMHaMuyeckMe CBOWCTBa NUNUOHbLIX
arperaToB (6MCnoeB) B paBHOBECHOM COCTOSIHWMW.

Pazpnen 3.2.1 cogepxut 0630p nuTepaTypbl N0 KOMMbIOTEPHOMY
MOOENMPOBAHUIO NUNWUOHBIX OWUCNOEB B PaBHOBECHOM COCTOSHUW.
OcobbIn ynop caenaH Ha aTOMUCTUYECKOM MOLENUPOBaHUN NUNUAHBIX
arperaToB C WUCMOMb30BaHWEM MeToda MorekynsapHon guHamuku (MA).
B pamkax atoro metoga cuctema npeacraBnseTcd B BuAe aHcambns
aTomMoB, B3aMMOAENCTBME MeXAy KOTOpPbIMM OMMUCLIBAETCS 3aKOHaMW
Knaccuyeckon MexaHuku. MI3ameHeHne nornoxeHns aToMOB CO BPEMEHEM
onpegensieTca nNyTemM YUCNEHHOro UHTErpUpoBaHUSA COOTBETCTBYHOLLINX
ypaBHeHUn [OBwxeHuss HobloToHa. BypHoe passBuTve KOMMNbIOTEPHON
TEXHUKA W MOSBMNEHME pearnMCTUYHbIX MOJernen, MO3BOMSIWNX C
BbICOKOW TOYHOCTbIO BOCMPOM3BOAMTL 3JKCMEPUMEHTanNbHbIE AaHHbIE,



NpvBENO K TOMY, YTO Ha CErofHsAWHWA OeHb B nuTepaType uMmeetcs
GonblUoe KONMYecTBo paboT MO MOAENMPOBaHUIO NUMMAOHBIX OMCMOoEB.
HecmoTpsa Ha 3TO, B aTOMUCTUYECKOM KOMMBIOTEPHOM MOLENUPOBAHUU
PaBHOBECHbIX  CBOWCTB NuNUAHbIX  OMCNoeB  CyllecTBYeT  psn
dyHoameHTanbHbIX Npobnem, KoTopble NMMOO HELOCTAaTOYHO M3Y4eHbI,
nnbo He usyyanucb BoobLle. JTO, B YaCTHOCTM, nNpobnema BrUsHUA
MOHOB Ha CBOWCTBa NMUMNWAHbIX arperatoB, a TakkKe Kpyr npobnem,
CBSI3aHHBbIN C acuMMeTpuen TpaHCcMeMOpaHHOro pacnpegeneHus
nunuaos. KpoMe Toro, 3HauuTeNbHbIA MHTepec nNpeacTasnseT nsydyeHve
KaTUOHHBbIX nUNUOHbLIX bucnoes, KoTopble ABNATCS
MHoroo6GeLLalWuMn  KaHaugaTaMmum Ans UCMoNb30BaHUS B KadyecTBe
BEKTOPOB JOCTaBKW FEHHOro MaTepuara B KIeTKu.

B paspene 3.2.2 npefctaeneHbl pesynbTaTbhl MCCneaoBaHUS
acbdekta oaHosapaaHbix noHos (Na*, K' n CI)) Ha cBoiicTBa NUNUAHBIX
6ucnoes. PaccmatpuBanucb UBUTTEPUOHHBbIE hocdhonmnuabl  ABYX
Tunos: docdaTtnannxonuH (®X) n dochatutnagnnataHonamud ($I).
MepBbIi ABNAETCA OCHOBHLIM FUNUAHBIM - KOMMNOHEHTOM BHELLHEro
MOHOCIOSl nra3mMaTnyeckux MembpaH, BTOPOW, COOTBETCTBEHHO, —
BHYTpeHHero MoHocrnos. KomnbioTepHoe mogenuposaHue OX n &3
6ucnoes B npucytcteum 0.2 M NaCl nnn KCI npoBoannoce MeTogomM
MonekynspHon auvHamukn (MO) ¢ ucnonb3oBaHMEM aTOMUCTUYECKOrO
cunosoro nonsa (Berger O., Edholm O., Jahnig F. Biophys. J. 1997. V.
72. P. 2002-2013). B pamkax QJaHHOW MOOENW Y4UTbIBaOTCH
UCKITIOYEHHBbI ~ O0ObeM,  anekTpocTaTMyeckne  B3aMMOOENCTBUS,
hUKCcMpoBaHHasa AnMHa CBA3eW, PUKCMPOBAHHbLIE BaneHTHbIe YIMbl U
noTeHuman BpalleHnsa asyrpaHHoro yrna. 200-Hc M mogenuposaHue
npoBoAnnock npu gpusmonorudeckon Temnepatype (310 K) u gasneHuu
B 1 6ap.

KomnbloTepHoe  mogenupoBaHue nunuaHblix  GucroeB B
NPUCYTCTBUM  MOHOB  MOKasano, 4TO OfHO3apsAHble  KaTWMOHbI
B3aMMOOEWNCTBYIOT C noBepxHocTbilo @PX 6Gucnoes, CBA3bIBasCb
NpenMyLLEeCTBEHHO C KapOOHWUMbHLIMW aToMamK Kucropoga NUNUaHbIX
Monekyn (M B MeHbllen cTeneHn ¢ ux docdaTHbIMU rpyrnnamu).
Hanbonee cunbHbin adpdpekT HabnwogaeTcs ANs KaTUOHOB HaTpusi — B
cpegHeM, noH Na obpasyeT nMuNUAO-MOHHLIA KOMMMekc ¢ Tpema OX
nunuaaMuy, YTOo MPUBOAUT K 3aMETHOMY YMEHbLUEeHWIO nnowanu
mMembpaHbl, Gornee BepTUKanbHOW MepeopveHTauMn  MONAPHbIX
FOMOBHbIX rPynn NUNUAOB W 3aMedneHuto natepanbHon NunuMaHOW
andpdysum (cm. Tabn. 1). o cpaBHeHMIO C HAaTpMEM B3aMMOAENCTBME
kaTnoHoB kanus ¢ ®X Gucnosimmn okasbiBaeTca bonee cnabbiv, NO3TOMY
OHW B MEHbLUEN CTEMEeHN BIUAT Ha CTPYKTYPHble W AWHaAMUYecKue
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cBovictea ®X Oucnoes. Yto kacaetca P Oucroe, To 3dekT,
NPOM3BOAMMBIA Ha HUX OAHO3APSAHLIMU KATUOHAMM, 3HAYUTEMbLHO
cnabee, 4yto 0bObACHAeTCcA OGonee nMNOTHOM (Mo cpaBHeHutio c PX)
ynakoBkoi ®3 nunuaoB B GUCNOe BCNEACTBUME HanuWuusi BHYTPU- U
MEXMOIEKYNSPHbIX ~ BOAOPOAHLIX  cBsA3ei.  [logyepkHeM,  4TO
OOMbLUMHCTBO  pPEe3ynbTaToB, MOMyYeHHbIX B [aHHOM  pasgerne,
KaYeCTBEHHO COrMacyrTCsl C 3KCNEePUMEHTaNbHLIMU AaHHbLIMM.

Tabnuua 1
CTpyKTYpHbIE 1 AUHaMUYeckne xapakrepuctukn ®X n ®3 nunuaHbIx
6Gu1CnoeB, paccYnTaHHble Ha OCHOBE KOMMbIOTEPHOIO MOAENMPOBaHUSA

g | cone | (A) ] | (NG) | (E) | (ly) pasl | Dy [10°cwic]
®X - 0.652 - - 77.9 5.68
®X NaCl 0.604 3.09 | 0.87 71.3 3.1
X KCI 0.648 1.17 | 0.07 77.3 6.36
®3 - 0.519 - - 92.8 1.16
®3 NaCl 0.509 299 | 0.24 89.9 0.98
®3 KCI 0.511 0.16 | 0.01 93.1 0.71

(A) - nnowaab, NpUXoasiLasca Ha nunua; (Nc> - KOOpPAVHALIMOHHOE YUCIO
KaTMOHOB C KapGOHUIbHBEIMW aTOMaMy KUCNopoda NUNUAHbIX MOMEKYIT; ( /—;) -
hpakuust CBA3AHHbLIX KaTUOHOB; (/PN> - yron mexay P-N BekTopom Auvnons

FOfIOBHOM  MWMMOHOW pynnbl M uUcxodsiweih Hopmamm  6ucnosi; D, -
Ko3ahbhmuMeHT natepansHon Anddy3snm NMNnMaos.

B cBA3u ¢ Tem, yto BMonoruyeckme mMembpaHbl, Kak npasuno,
XapaKkTepusylTcs TpaHcmembpaHHoW acummeTpueli, Paspen 3.2.3
MOCBAILLEH  WM3YYEHUIO  acUMMETPUYHbIX  NUNUAHBIX  Bucnoes.
ATommucTMyeckoe — MopenupoBaHue  OMCroeB,  NPOTUBOMOMOXHbIE
MOHOCON KOTOpbIX cocTtosanun u3 ®X n ®3 nunuaos, Nnokasano, YTo ux
CBOWCTBA B 3HAYUTENbHOW CTEMEHW OTNNYaloTCsd OT CBOWCTB
COOTBETCTBYIOLLMX CUMMETPUYHBLIX NUNUAHBLIX arperatoB. B yacTHocTw,
aMneKkTpocTaTMYeckuii noteHuman acuMMeTpuuHbix PX/OD membpaH
xapakrtepusyetcsi HeHynesol (~100 mB) TpaHcmembpaHHONM pasHuuen
noTeHumana, KoTopas BO3HUKaeT BCMNeAcTBME  aCUMMETPUYHON
OopueHTaunn NONSAPHbIX FOMOBHLIX FPYMM NUAUAOB HA NPOTMUBOMOMOXHBLIX
cTopoHax PX/®3 membpaHbl. MNMomumo OX/PD meMbpaH HeHyneBow
TpaHCMeMOpaHHbI NoTeHUMan Takke Habniogancs B KOMMbIOTEPHOM
MOZENMPOBaHUN acUMMETPUYHbLIX MeMOpaH, OAMH MOHOCION KOTOPbIX




COCTOSAN W3 UBUTTEPUOHHLIX nunugos (X wnn $3), a apyron — U3
aHWOHHbIX  nunugos  docpatuguncepmnHa  (PC).  Kpome  Toro,
BbISICHUIIOCh, YTO acMMMETPUYHOe TpaHCMeMOpaHHOoe pacnpegeneHue
O[HO3apsAOHbIX MOHOB OKa3blBaeT MPOTUBOMOMOXHOE BMUSHUE Ha
3MNeKTpuYeckme CBOWCTBA MeMOpaHHbIX CUCTEM MO CPaBHEHUIO C
acMMMeTpuen NMNUOHOro coctaBa MOHOCHOEB.

B pasgene 3.2.4 n3yyatoTCa CBONCTBA arperatoB U3 KaTUOHHbIX
nMnNuaoB, WHTEpec K KOTOpPbIM BbI3BaH, rnaBHbiM 06pas3oMm, ux
ncnonb3oBaHNeM B kadyecTBe BekTopoB gocTtasku [AHK B kneTku. B atom
CBOEM KayecTBe KaTMOHHble NUNuabl OObIYHO UCMONb3YHTCH B COCTaBe
CMecu C UBWUTTEPUOHHbIMW nunuaamu. B pgaHHOM pasgene 6bino
NpoBedEeHO KOMMbIOTEPHOE MoAenupoBaHMe OUCNoeB, coaepX)alimx
OWHapHylO  CMeCb  LUBWUTTEPUOHHBIX  NWNWAOB  AMMUPUCTOMI-
docdatugunxonuHa (OMPX) n KaTMOHHbIX NUNUAOB AUMUPUCTOUN-
TpumeTurnaMmmoHnyM-nponaHa (AMTAIN).
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Puc. 8. (cneea) CpegHee 3HauyeHue NnoLlaum, Npuxodslienca Ha nunug, B
3aBMCUMMOCTW OT (PpakLMM KaTUOHHbIX nunugos FK,, B Gucnoe. (cnpasa)

MonekynsipHbIi MEXaHN3M CTPYKTYPHbIX M3MEHEHM B 06nacTu ronoBHbIX rpymnn
nunugHeix ®X/TAMN Gucnoes npu yBenuyeHnu pakunm KaTUOHHbBIX NUNUAOB

£, . MokazaHbl ToMbKO ronosHble rpynnbl ®X n TAMN nunnaos.

OavH 13 mMasHbIX Pe3ynbTaTtoB MOAENMPOBaHUA COCTOUT B TOM,
4TO yBenuyeHne dpakLumM KaTOHHbIX nunuaos  A,, B AMOX/OMTANN

6ucnoe NpuBOAUT K HEMOHOTOHHOMY XapakTepy M3MeHEeHUs Mrollaau,
npuxogsuiencsa Ha nunug (cm. Puc. 8), a BMecTe € Hel 1 6omnbLUMHCTBA
CTPYKTYPHbIX W AMHAMWUYEeCKUX CBOWCTB CMeLUaHHbIX ©Gucrnoes. 370
HEMOHOTOHHOE M3MeHeHNe MOXET ObiTb 06bACHEHO HaNOXEeHWEM ABYX
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NPOTUBONONOXHLIX addekToB: (1) NpuTaxeHus Mexgy docdaTHbIMU
rpynnamm ®X nunuaoB M KaTUOHHLIMW TONOBHLIMKW rpynnamu TAT
nunuaos, KOTopoe  conpoBoXdaeTcs bonee  BepTUKanbHOW
nepeopueHtaumen P-N gunonen ronosHbix rpynn ®X nuvnugos, u (2)
3NEKTPOCTaTUYECKNM OTTankMBaHWEM MeXay OAMHAKOBO 3apshKEHHbLIMU
ronosHeiMu rpynnamu TAIN nunugos, cM. Puc. 8. lMepBbin dakTop
cnocobcTByeT cCxaTuio MemOpaHbl, BTOPOM — €€ pacliMpeHuto, B
pe3ynbTaTe HanoXeHus aTuUX ABYX hakTopoB nnowaab MmembpaHbl (a ¢
Helm W  gpyrme  MemOpaHHble  XapakKTEPUCTUKM)  U3MEHSieTCs
HEMOHOTOHHO, IEMOHCTPUPYS MUHUMYM Mpn K, =0.5.

MpenckasaHnss  KOMMbIOTEPHOTO  MOAENMPOBaHMS  Obinun
noaTBepPXAeHbl 3KCNEPUMEHTaNbHbIMU UCCNEeaOBaHUSAMU, B KOTOPbIX
ObINO MoKasaHo, YTO cpedHee BpPeMs pernakcaumm ¢ryopecueHTHbIX
METOK B OMOX/OMTAI 6ucnosix msMmeHsieTcs HEMOHOTOHHbIM
obpa3zoM ¢ poctoM MonsipHow gonv OMTAI nunugoB, a MMEHHO —
OEMOHCTPUPYET Makcumym npu  £,, ~0.45 (Olzynska A., Jurkiewicz P.,

Hof M. J. Fluoresc. 2008. V. 18. P. 925-928). Takoe nosefgeHve
HanpsiMyi0 CBA3aHO C HEMOHOTOHHbIM W3MEHeHWeM nnowaau
OMOX/OMTAIN  GucnoeB: cxatue 6OUCNos BeAET K YBENMUYEHUIO
BpeEMeHN penakcauun cnyopecLeHTHON MeTkM B bucroe, B TO Bpemsi
Kak yBenuyeHue nnowaam 6ucnos nmeet obpaTHbIN ahekT.

naBa 3.3 nocesiLeHa N3y4eHnto HepaBHOBECHbIX
AVHAMMUYECKUX MPOLLECCOB B NUNUAHbIX arperartax.

Paszpen 3.3.1 npegcraBnsier cobon 0630p nuTepartypbl Mo
KOMMbLIOTEPHOMY  MOAENMPOBaHUID  HEPABHOBECHLIX MPOLECCOB B
nMnuaHblix ~ Gucrosix.  3OTWM  MpoUecChl, Kak  MnpaBuNo,  HOCAT
KoonepaTMBHbIN ~ XapakTep, a MnoToMy WX  aTOMUCTUYECKOoe
MoZenMpoBaHue ABMSeTCa TPYAHOW 3aaaden BCcrie4CcTBUE OrpaHUYeHNIA,
KOTOopble  HaknagblBalT  MoOAEenn  BbICOKOrO  paspelleHus  Ha
OOCTUXMMblE B MOAENUPOBaHWM BPEMEHHbIE W MPOCTPaAHCTBEHHbIE
mMacwTabbl. CooTBeTcTBylOWMEe paboTbl HayanuM MNOSIBNSATLCA B
nutepatype Tonbko B nocnegHue 5-10 net, 4TO CBA3AHO C pas3BUTUEM
BbICOKONPOM3BOANUTENbHbBIX BbIMUCIMTENbHbLIX pecypcoB. [loaTomy B
AaHHoM obnacTtu cylecTByeT GorbLLOe KONMYECTBO hyHAaMEHTanNbHbIX
npobnem, NpakTMYeckn He M3y4aBLUMXCS MEeTOoAaMM KOMMbIOTEPHOro
mogenupoBaHusa. K npumepy, Oonbluon wHTepec npeacTaBnsier
KOHTpONnMpyemMoe W3MEHeHWe MpoHMUaeMocTn MembpaH nyTem
hOPMUNPOBaAHUS B HUX CTPYKTYPHbIX AedeKkToB (Mop) C NOMOLLbLIO
HebonbLIMX aMUPUNbHBIX MONEKYN UMK aneKTpudeckoro nond. Yepes
Takve nopbl MOXET OCYLLEeCTBMATLCSA TPaAHCMNOPT MOHOB, a Takke — Kak



OynoeT BnepBble MOKa3aHO B AaHHOW paboTe — TpaHCcMemOpaHHbI
nepeckoK NUNUAHbLIX MoNekyn (MMnuAHbLIR dnun-cgnon).

Paspen 3.3.2 nocesileH  wnccnegoBaHWO — NPOLIECCOB
dopmMupoBaHua MAPOUIbHBIX MOp B NUAMAHbBIX  Gucnosx noAa
OeCTBUEM 3rEeKTPUYECKOro nons. OrekTpuyeckoe norne cosfasanoch B
OucnonHoW cuctemMe 3a cyeT TpaHcmembpaHHoro AucbanaHca
(pasgeneHus) 3apsiAoOB MOHOB, YTO B Clydae [OCTATOMHO CUIbHBIX
nonen nNpveBoAMNO K (HOPMUPOBAHUIO CKBO3HOW, HAaMOMHEHHOW BOAOW
nopbl. Tak, co3gaHue TpaHcMembpaHHOro noteHumana ~2.12 B
NPUBOAUT K (POPMUPOBAHUIO NOpPLI B TeveHun 1.4 He, cM. Puc. 9.

100
80
60
40

#H,0

1on
O =R L

n
0 1

1 1 1 1 1
5 6 7 8 910
t [ns]

IR
2 3 4

Puc. 9. KonuyectBo monekyn BoAbl BHYTpWM Oucnosi (BepxHui rpadmk) u
TpaHCcMeMOpaHHbIN  AncbanaHc Aion MoHOB Na u Cl (HwkHuiA rpadmk) Kak
PYHKUMS BpEMEHU AN OOHON U3 PACCMOTPEHHBIX CUCTEM, B KOTOPOW Pa3HOCTb
noTeHUManos cosgasanach 3a cHeT gucbanaHca MOHOB HaTpus.

Mpouecc opMMPOBaHUA MOPbl HauYMHaAEeTCsl C TOro, YTo
rpagueHT aMekTPUYEcKoro nossi, NPUIIOKEHHOro kK GUCNOoHON cucTeme,
cTabunuavnpyeT rmapodunbHble AedekTbl B 06racTi ronoBHbIX rpynn
nunuaos. Kak cneacreve, HabniogaeTcsl NPOHUKHOBEHWE MOJIEKYN BOAbI
BHYTPb MeMbpaHbl 1 B KOHLLE KOHLIOB (DOPMMPYETCS MPOXOASALLMIA Yepes
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BClO MembpaHy aedpekT, NnpeacTaBnsoWwun cobor LLenoyky M3 Monekyn
BOAbl. ATOT AedeKT yBenuymMBaeTcs B pasmepax, 1 npu onpegeneHHom
MOPOroBOM  KONMWYECTBE MOMeKyn BOAbl BHYTPU  ruapodobHow
mMembpaHHoM obnactu HabngaeTcs nepeopueHTaums ronoBHbIX rPynmn
nMNuaoB BHYTPb MemMbpaHbl U, COOTBETCTBEHHO, CTabunusaums nopbi.
C uemnblo  BbISIBNEHUS  OCHOBHbIX  3aKOHOMEpPHOCTEN
nopoobpasoBaHnsa Obinu n3ydeHol 20 GUCNOMHBIX CUCTEM, B KOTOPbIX
SMeKTpuYeckoe none cosfaBaniocb 3a c4veT TpaHCcMeMOpaHHOro
auncbanaHca MOHOB HaTpus unu kanuda. B cnyyae noHos Na Bpems oo
Hayana opmupoBaHns nopbl T, M3MeHsNoch B npeaenax ot 0.2 He

[o 6.9 Hc, a cpefHsin BenuyMHa HaBeOeHHOro TpaHcMeMOpaHHOro
noteHumana — ot 1.97 po 3.10 B, 4yTto npuBoAUNO K HOPMUPOBAHUIO
nopbl, cpegHun pagnyc KoTopon BapbupoBarnca B npegenax ot 0.66 oo
1.03 HM. B cnyvyae wuOHOB kanus TpaHcmembpaHHasi pasHuua
noTeHumana BapbupoBanach B npegenax ot 1.74 po 3.33 B, a Bpewms
T oore 6bino B npegenax oT 0.6 4o 2.8 HC, YTO HECKONMbKO MEHbLUE, YeMm

ana cuctem ¢ noHamm Na. CpegHuid pagnyc ruapounbHON Nopbl Takke
6bin MeHbLe: 0.41 — 0.89 HMm.

B paspene 3.3.3 wusyyvaetrca HOPMUPOBAHUE CTPYKTYPHbIX
AedekToB B NunuaHbiXx 6Oucnosx noa gencrtenem amduunbHbIX
monekyn. B uacTtHocTw, ObiINoO paccMOTpeHo BnvsiHME Ha Gucnou
mMonekyn aummetuncynsgokcnga (OMCO), wWupoko McrnonbL3yemoro B
KMeTo4yHon GronorMn u mMeauumHe B Ka4ecTBe pPacTBOPUTENS, a Takke
cpeAcTBa Ans NoBbILLEHUS NPOHULAEMOCTU MeMOpaH.

KomnbloTepHoe MopgenupoBaHue 6GucronHbix cuctem ¢ AMCO
nokasano, 4to monekynsl [OMCO nerko nNpoHUKalT BHYTPb
docdonunuagHoro Gucnos, npu atom addpexT, nponssogumein AMCO
Ha Gucnon, 3aBNCUT OT KoHUeHTpaumum OMCO B BogHOM pacTBope, CM.
Tabn. 2. lpu HeboMblUMX KOHUEHTpauusix (4O KOoHUeHTpauum 7.5
MOSbHbIX MPOLEHTOB BKMOYUTENbHO), Habnogaetcsa ymeHblleHue
TonwmHbl 6ucnos. Mpu koHueHTpaumax OMCO ot 10 go 20 mon. %,
MOMMMO MNPOrPEeCcCUpYIOLLLEro  UCTOHYeHMs ©Oucrnod, Habniogaetcs
hopmMmpoBaHue rmapoUNbHBLIX MOp, KOTOPOE HayYMHaeTCs C TOro, YTo
npoHuvKatowme B 6ucrion monekynsl JMCO HapyLliatoT B3anMoaencTBns
MeXay TrOnoBHbIMW rpynnamu nvnNuaoB UM CO34aloT B MembpaHe
Aedektbl. T AedrekTbl 3anoNHATCA MOMeKyrnaMmu BOAbl, NpU 3TOM,
€CNnu KONMM4ecTBO MOSeKyn BoAbl B ruapodobHor obnact meMmbpaHbl
npesblaeT (Bcriegctsve NyKTyauuin) onpefdeneHHoe MnoporoBoe
3HayeHune, MNPOUCXOAUT MNepeopueHTaLnsa ronoBHLIX Pynn NUNMAoB
BHYTpb MeMOpaHbl. Takum o0Opa3oM, MOMNEKYNSAPHbIN MexaHu3M
dopmupoBaHua nopbl B MeMbpaHe nog aerictemem IMCO ouveHb noxox



Ha MexaHu3sM nopoobpas3oBaHus, HabngaeMbli NPU  MPUNOXKEHWN
anekTpuyeckoro nons. HakoHeu, BbICOkMe KoHUeHTpauun [OMCO,
npesbiwatowmne 20 mon. %, BegyT K pa3pyLUEHU0 NMNUGHoOro 6ucnosi.

OOGHapyXeHHble C MOMOLLbI0 aTOMUCTUYECKOTO KOMMbIOTEPHOIO
MOOENUPOBaHUS CTPYKTYPHbIE M3MEHEHUST B NUMNUAHLIX MembpaHax
MOFyT CHY)XWUTb OCHOBOM [ANsi OObSICHEHWUs  3KCMEpPUMEHTarbHO
Habnogaemon cnocobHoctn [OMCO yBenuumMBatb MNPOHMLAEMOCTb
Guonorndyecknx membpaH kak Agns  rmgpodobHbIX, Tak W Ans
rmapounbHbIX COeANHEHUN.

B pabote 6bino Takke NPOBEAEHO  KOMMbIOTEPHOE
MogenupoBaHve ¢ochonMnuaHbiX MemobpaH B NPUCYTCTBUN MOJIEKYI
3TaHona u 6biNo nokasaHo, 4Yto — B oTnuymne ot AMCO - Bbicokue
KOHUeHTpaumm ataHona (> 30.5 06. %) npmBoasT Kk OPMMPOBaHUIO BO
BHYTpeHHeln obnactu 6ucnos muuennoobpasHbix AedekToB, a He nop.

Ta6nuua 2
Bnunaune OMCO Ha Oucnon w©3 nunuaoB  gunanbMUTOWUI-
docharmngunxonuHa

Coumso d, [HM] <A> [HMZ] Oewnctene AMCO
1 0.0 3.6210.01 0.690 £ 0.02
2 25 3.4210.01 0.766+ 0.02 McToH4YeHne
3 5.0 3.2310.01 0.848+0.02 MeMOpaHbl
4 7.5 3.05+0.02 0.928 + 0.03
5 10.0 2.35+0.03 - WcToHueHne
6 12.5 2.13+0.05 - MeMOpaHbl,
7 15.0 1.53+0.06 - dopmMupoBaHme
8 20.0 0.52+0.08 - nopeol
9 25.0 - -
PaspyweHue
14 100.0 — — MemMbpaHbl

Cowmso - koHUeHTpaums AMCO B BogHOM pacTBope (MOrbHble npoleHTbl); d, -

TOMWMHa MeMBpPaHbI, <A> - NnoLlaap, NPMXoOsALLIAscs Ha NN,

MHTepec K MCKYCCTBEHHO cO3daHHbIM B Gucrnosx nopam (CM.
pasgenbl 3.3.2 n 3.3.3) cBA3aH, rmaeBHbIM 00pa3oM, C TEM, YTO OHMU
obneryalwT NaccuBHbIA TpaHCMEMOpPaHHbIA TPaHCMOPT rMAPOPUINBHBIX
monekyn. loatomy pasgen 3.3.4 MNOCBSILLEH W3YYEHUIO TpaHcnopTa
04HO3apsAaHbIX MOHOB Yepe3 Nopbl B NUNUAHbLIX BUCNOSX.
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B cnyyae, korga nopbl opmupyoTCa nog  AeUCcTBUEM
anekTpuyeckoro nons (pasgen 3.3.2), cuTyaumsa Havbonee yaobHa ons
M3yYeHWss MOHHOrO TpaHCMopTa, Tak Kak camMo nore cosgaeTcs B
cucTeMe 3a cyeT TpaHcMeMbpaHHoro ancbanaHca katrmoHoB. Kak BugHo
n3 Puc. 9, TpaHcnopT noHos Na n Cl 4yepes nopy HaunmHaeTcs cpasy xe
nocne dopmupoBaHus nopel. MNMpn 3TOM pasmMep Nopbl KOHTPONMPYyeTCs
CUNOW TpaHCMEeMOPaHHOIO 3NEeKTPUYECKOro MOMsi, MO3TOMY WOHHbIV
TpaHCMOPT, paspskas 37O none, NPMBOAUT K YMEHbLUEHUIO pa3mMepa
nopbl, TaKk 4YTO OHa C OnpegerieHHoOro MOMEHTa CTaHOBUTCA
HenpoHvuaema Anst MoHoB. B cnyyae ©OucnonHbix cuctem ¢ NaCl
KONMMYECTBO MOHOB HaTpus UM Xrfopa, Mnpowegwmx 4Yepes mnopsl,
OKa3blBaeTcsi Npubnu3nTenbHO OAMHAKOBBIM, B TO BpeMs Kak Aans
cuctem ¢ KCl HabniogaeTca 3aMeTHas CEeNeKTMBHOCTb MMApOdUnbHbIX
nop NO OTHOLLEHWIO K MOHaM Kanus (TpU YeTBepTM BceX npoLueLinx
yepe3 MNopbl MOHOB OKa3blBalOTCS WOHamu Kanud). O6HapyXeHHas
pasHuua MoXeT OblTb OOBbSICHEHA TEM, YTO MOHbI HATPWUS 3HAYUTENBHO
CUNMbHEe, YeM WOHbl Kanus CBA3bIBAlOTCA C  MMAPOMUNLHLIMA
NUAMAHLIMA  cTeHkamn nop (cMm. pasgen 3.2.2), 4TO 3amMegnsieT
TpaHcnopT noHoB Na yepes nope.l.

B cnyyae, «korga rugpodunbHble nopbl B Gucnosx
dopmupoBanuce nog  genctenem  OMCO (cMm. pasgen  3.3.3),
pobaBneHne ofHO3apsdHbIX MOHOB B CUCTEMY MpuBOAWMO K
ANpdY3MOHHOMY TpaHCNopTy MOHOB Yepe3 nopbl. CyleCcTBEHHO, YTO B
3TOM CcnyyYyae — TaK Xe Kak M Ana nop, copMUPOBAHHLIX Nopa
OEeNCTBMEM 3MEKTPUYECKOro nons, — Habnoganacb CENEeKTUBHOCTb NMop
MO OTHOLIEHWIO K MOHaM Kanus, B TO BPEMsS KakK HaTpun u Xnop
NPOHUKaNM Yyepes Nopbl B 3HA4YUTENBHO MEHbLUMX KONMYecTBax: nepsblv
- BCNeacTBue CUMbHbIX B3aUMOAEWCTBUA C NUNUOHBIMU MOreKynamu,
BTOPO — B CWIy 3HauuTernbHO Oo0ree BbICOKOrO 3HEPreTU4eckoro
Gapbepa NPOHUKHOBEHUSI Yepes nopy.

B paspene 3.3.5 un3yyaetcsa TpaHCMeMOGpaHHas Murpaums
NUAUAHBLIX MoneKyn (MMnNuaHeln pnun-gron), kKoTopasa urpaeT BaXKHYIO
pornb B MNOAAEMKaHUA aCUMMETPUYHOro pacnpefeneHus nunuaos B
KMeToYHbIX MembpaHax. [ogvyepkHeM, YTO MACCUBHbLIN NUNUAHBIA dnun-
dnon ABMsSeTcs O4YeHb MeOfIeHHbIM MPOLEeCcCOM C XapaKTepHbIMU
BpeMEeHaMn OT HECKOMbKMX Y4acoB [0 CYTOK, YTO WCKMOYaeT ero
n3yyeHne MeTogaMuM aTtoMUCTUYECKoro MogenupoBaHus. OpgHako,
CYLLLECTBYIOT  SKCNEepUMEHTamnbHble  AaHHble, COrMacHO  KOTOPbIM
MacCcuMBHbIA  NUNUAHBIN  dorivn-cprion  MoxeT ObiITb  CBA3aH C
obpasoBaHMemM B MemOpaHax nop. [aHHas runoTesa MOMHOCTbLIO
noaTeepannacb B KOMMLIOTEPHOM MOAENMPOBAHUN: OKasanocb, 4YTO



nocrie (OPMMPOBAHUSI CKBO3HOM rMAPOUNBHON Mopbl B MembpaHe
HabntogaeTca CrnoHTaHHas MUrpauus NUNUOHbIX MOSEKYn M3 OOHOro
MoHocnosi B apyron. OHa BknodaeT B cebs anddysuio nonsipHon
FONOBHOM rpynnbl 4epe3 nMopy C OLHOBPEMEHHOW OTAEeNeHueM
NUNUOHBIX YrNeBOAOPOAHbIX Lienel OT nepBOHayansHOro MOHOCHOS,
nepeopueHTaumilo nunuvaa W, HakoHel, BHeApeHve nunuaa B
NPOTMBOMOMNOXHbIN MOHOCIOW. B kayectBe unntoctpauum Ha Puc. 10
MokasaHbl TPaeKkTopuUM ABWXKEHUA ABYX NUNUOOB, MUTPUPYIOLLNX Yepe3
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Puc. 10. (BepxHuii rpadmk) TpaekTopuu ABWXEHUsI LEHTPOB Macc MOnspHbIX
roNoBHbIX rPynn ABYX NMNMAOB, MUrPUpYOLWKX Yyepe3 MembpaHy. [yHKTMpHas
NVHNA — LEeHTP MembpaHbl (z=0), ABe CNIOLWHbIE MMHUN — CPegHME MOSOXEHUS
NUNUAHBIX TOMOBHBLIX FPYNN MPOTMBOMOMOXHBLIX MOHOCIOEB. (HWXHWUA rpaduk)
OpweHTaumsi Tex e cambliX NMNMO0B Kak PYHKLMNSI BpEMEHMN.
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nopy, a Takke U3MeHeHNe UX OpueHTaLmnmn No Mepe NPOXOXAeHUs Yepes
mMembpaHy (yron [ COOTBETCTBYET yrny Mexay Hopmanbio Gucnos u
BEKTOPOM, HarnpaBsfieHHbIM OT LeHTpa Macc NUNUOHbLIX Lenen K LeHTpy
Macc MOonspHOM ronosBHoW rpynnel nunuga). CpegHee Bpems dnuvn-
chnona okasanock paBHbIM 60 HC AN NOp, HaBe4eHHbIX ANEKTPUYECKUM
nonem, n 13 - 30 HC (B 3aBMCUMOCTM OT AfWHbI aUUMbHbIX Lienen
NUNUMAOB, a Takke OT Temnepatypbl) Ans nop, chopMUPOBaHHBLIX NoA
aencrtenem ampudunbHeix monekyn (AMCO).

Takum obpasom, mogenupoBaHue chochonunuaHbIX MembpaH ¢
rMApPOMUNBHLIMA NOpaMX MO3BOSUIO BbISBUTbL OOUH U3 BO3MOXHbIX
MONEKYNSAPHbIX MEXaHM3MOB NaccuBHOro nunuaHoro dnuvn-gnona, npu
KOTOPOM (HOPMUPOBaHUE CKBO3HOW TMAPOMUNBHON MNOpbl ABNSAETCS
kntoyeBo (U Hambornee MenneHHOW) cTagven TpaHCMeMOpaHHOro
nepeckoka nunuaos. [locnegyoowee auddy3sMoHHOE — ABMXKEHUE
NUNUAHBIX MOMeKyn Yyepe3 chOPMMPOBABLLYIOCSH NOPY — OYEHb ObICTPbIN
npouecc, 3aHNMaloLLNA HECKOMbKO OECATKOB HaHOCEKYHA.

B rnaBe 3.4 cchopmynuposaHsl BeiBogsl YACTHU 3.

OCHOBHbIE BbIBOAblI AUCCEPTALIUU

1. MposeneHo TeopeTuyeckoe uccnenoBaHue CMOXHbIX
BbICOKOMOMNEKYNSPHLIX ~ CUCTEM,  XapaKTepu3yLLUXCS  PasnuyHbIM
YPOBHEM BHYTPEHHEN YNOPSAOOYEHHOCTM, YTO MO3BOMWIMO YCTAHOBWUTH
B3aMMOCBSI3b MeXJy OCOBEHHOCTSIMU CTPYKTYPHOIrO CTPOEHUST TakKuUx
CUCTEM U UX AMHAMUYECKMMMU CBOMCTBamMW. Pa3BUTO HOBOE Hay4yHoe
HanpaBneHue B obnactu TEOPEeTUYECKOro n3y4eHust
CaMOOPraHU3yILLUXCSt  MOMEKYNSIPHbIX  CUCTEM —  KOMMbOTEPHOE
MOLENupoBaHNne HepaBHOBECHLIX  AUHAMWYECKMX  MPOLECCOB B
GUCnonHbIX arperatax, 06pa3oBaHHbIX aMUPUNBHEIMW MOMEKynamm.
2. PaspaboTtaHa obLias AvHamuyeckasi Teopusi ANs LUIMPOKOro Knacca
yNopsiA04EHHBLIX MAKPOMOMEKYNSPHBLIX CTPYKTYP, COCTOSILLMX U3 CLUUTBLIX
Mexay cobol MonMMepHbIX GrOKOB CMNOXHOW BHYTPEHHEN TOMOMOruu.
Teopusi no3BonsieT CcBeCTM Npobrnemy OnucaHusi AMHAMMUKU Takux
CMOXHbIX  CTPYKTYPUPOBAHHbIX ~ MaTepuarnioB K  PacCMOTPEHUIO
OVHaMUYECKUX CBOWCTB OTAENbHbIX GrIoKOB NpW ycrnoBuu, YTo Grnoku
COeQMHEHbI B PEMYMSIPHYIO CETYATYHO CTPYKTYPY.

3. Ha ocHoBe 06006LLeHHON MoAEeNM rayccoBbIx Ccybuener yCcTaHOBMNEHbI
CpaBHUTENbHbIE BKMNaAbl BHYTPULIEMHBIX U KOONEPaTUBHBIX MEXLIEMHbIX
OBWXEHUA B OUHAMUKY PerynsipHbIX CETOK, 06pa3oBaHHbIX KOHLIEBOW



CLUMBKOW TMOKMX MONMUMeEpPHbIX Lenen. [okasaHo, YTo koomnepaTuBHas
penakcauusi COeOUHEHHbIX B CeTKy Uenen MPUBOAUT K YLUMPEHUIO
CnekTpa BpeMeH penakcauuv B obrnactn 60nblUMX BpEMEH, YTO MOXET
NPOSIBNATLCH B Pa3fUYHbIX OUHAMUYECKUX XapaKTepUCTUKax CLUUTBbIX
NonMMepoB, TakUX Kak MoOAyNnb YMNpyroctTu, AMHamMu4veckasi BA3KOCTb,
penakcaunoHHbIA MOAYMb M (bakTop AMANEKTPUYECKUX NoTepb.

4. PaspaboTaHa Teopus BS3KOYNpyrux OUMHaMUYECKMX CBOWCTB
NVHEVHbIX MONUMeEPOB C OOKOBbIMWU AEHOAPUMEPHbIMK rpynnaMui 1
nokasaHo, 4YTO MOAYMb YMNPYrocTM W OUHaAMUYecKasi BA3KOCTb Takux
rMopuaHbIX  MOMMMEPOB  YMEHLLUAITCA C  YBENMYeHMEM pa3mepa
OeHOPUMEPHBIX MNPUBECKOB, YTO corfacyetcs C  CYLeCTBYOLWUMU
AaHHbLIMW PEOSTOMMYECKNX IKCMEPUMEHTOB.

5. BnepBble pa3paboTaHa Teopusi BA3KOYMNpyrmx JUHaMU4eCcKMx CBOMCTB
HEOAHOPOAHBIX MOMUMEPHbLIX CETOK U rernen, cocToswmx U3 AOMEHOB
(armomepatoB CWIMBOK). Teopuss yy4uTblBaeT Kak CpaBHUTENbHO
PErynsapHyl0  BHYTPEHHIO  apXuUTeKTypy  OOMEHOB, Tak MU
KpynHomacLuTabHyto HEeO4HOPOAHOCTL CeTku BCcneacTeve
CTaTUCTUYECKOrO  Xapaktepa cwwuBaHua  uenen. Ha  ocHose
NPeanoXeHHOW Teopuu  MPOOEMOHCTPUPOBAHO, YTO  BPEMEHHOE
nosedeHve penakcauMoHHOro MoAynsi HeOOHOPOAHbIX CEeTOK B
3HaYMTENBHOM CTENEHN OTNMYaeTCa OT NOBeAEHUA MoAYNS PerynspHbIX
ceTyaTbIX CUCTEM.

6. Ha ocHoBe aTtoMuCTMYeCKUX MoOAenen BrepBble NpoBedeHo
KOMMbIOTEPHOE MOAEenMpoBaHMe NUNUAHbIX OGUCNOEB, COCTOALLMX U3
CMECU KaTMOHHbLIX W LBUTTEPUOHHLIX NWNMOOB, W NpeackasaHo
HEMOHOTOHHOE  noBeAeHWe OonbLUMHCTBA UX  CTPYKTYPHbIX U
ONHaMUYECKNX XapaKTEPUCTUK C U3MEHEHMEM COAEPXaHUS KaTUOHHbIX
nvnuaos B Gucnoe.

7. C noMoLLblo METOO0B KOMMNBLIOTEPHOIO MOAENUPOBAHUS YCTaHOBNEHO
BNWSHWE OJHO3apsAdHbIX WOHOB Ha CBOMCTBA  POCHOMUNUAHBLIX
mMembpaH B ycnoBusix, Gnusknx k dusmonormdeckum. lMokasaHo, 4To
0fHO3apsaHbIe KAaTMOHbI CBA3LIBAIOTCS C MOBEPXHOCTHI0O MeMOpaHbl, YTO
NPUBOOAUT K YMEHbLUEHWIO nnowagn membpaHbl, YBENUYEeHUo
napameTpa nopsaka yrneBogopoAHbIX Lenen NUNUAHLIX MONekyn u K
3amegrnieHuio  nartepanbHoW  Auddpysmm  nunugos.  [pn 3aToM
OOHapy>XeHO, 4YTO WMOHbl HATPUS OKasbiBalT 3HauMTenbHO Oonee
CUNbHOE BMUsSIHWE Ha MeMOpaHbl, YEM MOHbI Kanwsl.

8. Bnepsble npoBeaeHo KOMMbIOTEPHOE mMogenuposaHue
HepaBHOBECHbIX ANHaMUYECKMX npoLeccos, CBSA3aHHbIX c
dopmupoBaHnem pedektoB (Mop) B nunuMaHblX MembpaHax noa
AencTeneM amudunbHBIX MOSEKYN, a Takke anekTpudeckoro nons. Ha
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OCHOBE  aTOMUCTUYECKMX  Mofernei  nokasaHo, 4To  npolecc
(bopMMpPOBaHUA MOPbl NPAKTUYECKM HE 3aBUCWUT OT TuMa BHELIHEro
BO34EWCTBUS Ha MeMBpaHy ¥ HAYMHAETCS C BO3HUKHOBEHUSI BPEMEHHbIX
rMapOUnbHLIX AeEKTOB Ha rpaHuue pasgena a3 nunuabl/soga, 3a
KOTOPbIM CrieayeT MepeopueHTauust MOMsPHbIX  FOMOBHLIX TPy
NMNUAOB BO BHYTPEHHIOW 4YacTb NunuaHon mMemGpaHbl. Ha npumepe
MOHOB M JNUNWAHBLIX  MOMEKyn  NPOAEMOHCTPUPOBAHO,  YTO
obpa3oBaBLUMECA TMAPOPUNbHbIE MNOPbl B 3HAYUTENbHOM CTEMNEHM
obreryaloT nepeHoc BellecTBa yepe3 MemMOpaHy, T.e. MOBbILAT ee
MPOHULLAEMOCTb.

CMNUCOK OCHOBHbIX PABOT, OMYBJIMKOBAHHbLIX MO TEME
AONCCEPTALIMU

1. Totnm6 1O.A., TyptoBeHko A.A. K Teopuu AOuanekTpuyeckomn
penakcauum MNOMMMEPHbIX CETOK M3 MONSAPHbIX  MaKpOMOIeKyr,
obnagarowmx nNPOAONbHOM KOMMOHEHTON AMMNOMbHOrO MomeHTa //
Bbicokomonek. coeq. A. 1996. T. 38. C. 615-620.

2. Gotlib Yu.Ya., Gurtovenko A.A. Dielectric relaxation of polymer
networks built from macromolecules with dipole moment directed along
the end-to-end chain vector // Macromol. Theory Simul. 1996. V. 5. P.
969-986.

3. Gotlib Yu.Ya., Gurtovenko A.A. The model theory of viscoelastic
relaxation properties of bulk cross-linked polymers. Interchain friction
effects // Macromol. Theory Simul. 1997. V. 6. P. 523-551.

4. Gurtovenko A.A., Gotlib Yu.Ya. Intra- and interchain relaxation
processes in meshlike polymer networks // Macromolecules. 1998. V.
31. P. 5756-5770.

5. Gotlib Yu., Gurtovenko A., Golovachev G. The theory of viscoelastic
relaxation properties of polymer networks with interchain friction and
fixed average volume // In: Chemical and Physical Networks. te
Nijenhuis K., Mijs W., Eds. The Wiley Polymer Networks Group Review
Series, Volume One, Chichester, U.K.: John Wiley & Sons, 1998,
Chapter 39, P. 505-514.

6. Gurtovenko A.A., Gotlib Yu.Ya. Viscoelastic dynamic properties of
meshlike polymer networks: Contributions of intra- and interchain
relaxation processes // Macromolecules. 2000. V. 33 P. 6578-6587.



7. Gotlib Yu.Ya., Gurtovenko A.A. Theory of relaxation properties of two-
dimensional polymer networks. 1. Normal modes and relaxation times //
Macromol. Theory Simul. 2000. V. 9. P. 407-415.

8. Gurtovenko A.A., Gotlib Yu.Ya. Theory of relaxation properties of two-
dimensional polymer networks. 2. Local dynamic characteristics //
Macromol. Theory Simul. 2000. V. 9. P. 416-427.

9. Gurtovenko A.A., Gotlib Yu.Ya., Kilian H.-G. Viscoelastic dynamic
properties of heterogeneous polymer networks with domain structure //
Macromol. Theory Simul. 2000. V. 9. P. 388-397.

10. Totnn6 KO.A., TyptoBeHko A.A., Kilian H.-G. PenakcauuoHHbI
MOZYINb reTeporeHHbIX NONMMMEPHbIX CETOK C AOMEHHOW CTPYKTypow //
Bbicokomonek. coeq. A. 2001. T. 43. C. 496-504.

11. Gurtovenko A.A., Gotlib Yu.Ya. Dynamics of inhomogeneous cross-
linked polymers consisting of domains of different sizes // J. Chem.
Phys. 2001. V. 115. P. 6785-6793.

12. Gurtovenko A.A., Blumen A. Relaxation of disordered polymer
networks: Regular lattice made up of small-world Rouse networks // J.
Chem. Phys. 2001. V. 115. P. 4924-4929.

13. Blumen A., Gurtovenko A.A., Jespersen S. Anomalous dynamics of
model polymer systems // J. Lumin. 2001. V. 94. P. 437-440.

14. Gotlib Yu.Ya., Gurtovenko A.A. Unsolved problems of theory of
dynamics in homogeneous and heterogeneous polymer networks //
Macromol. Symp. 2001. V. 171. P. 69-77.

15. Gurtovenko A.A., Blumen A. Response of disordered polymer
networks to external fields: Regular lattice built from complex subunits //
Macromolecules. 2002. V. 35. P. 3288-3295.

16. Gurtovenko A.A., Gotlib Yu.Ya., Blumen A. Rouse dynamics of
polymer networks bearing dendritic wedges // Macromolecules. 2002. V.
35. P. 7481-7491.

17. Blumen A., Gurtovenko A.A., Jespersen S. Anomalous diffusion and
relaxation in macromolecular systems // J. Non-Cryst. Solids. 2002. V.
305. P. 71-80.

18. Gurtovenko A.A., Markelov D.A., Gotlib Y.Y., Blumen A. Dynamics of
dendrimer-based polymer networks // J. Chem. Phys. 2003. V. 119. P.
7579-7590.

19. Satmarel C., Gurtovenko A.A., Blumen A. Viscoelastic relaxation of
cross-linked, alternating copolymers in the free-draining limit //
Macromolecules. 2003. V. 36. P. 486-494.

20. Gotlib Yu.Ya., Gurtovenko A.A., Torchinskii I.A., Shevelev V.A,,
Toshchevikov V.P. The relaxation spectra of polymer networks with

21

different types of topology, ordering, heterogeneity // Macromol. Symp.
2003. V. 191. P. 131-139.

21. Gurtovenko A.A., Patra M., Karttunen M., Vattulainen I. Cationic
DMPC/DMTAP lipid bilayers: Molecular dynamics study // Biophys. J.
2004. V. 86. P. 3461-3472.

22. Satmarel C., Gurtovenko A.A., Blumen A. Relaxation of copolymeric
dendrimers built from alternating monomers // Macromol. Theory Simul.
2004. V. 13. P. 487-496.

23. Gurtovenko A.A., Blumen A. Generalized Gaussian structures:
Models for polymer systems with complex topology // Adv. Polym. Sci.
2005. V. 182. P. 171-282.

24. Gurtovenko A.A. Asymmetry of lipid bilayers induced by monovalent
salt: Atomistic molecular dynamics study // J. Chem. Phys. 2005. V. 122.
P. 244902(1-10).

25. Gurtovenko A.A., Vattulainen |. Pore formation coupled to ion
transport through lipid membranes as induced by transmembrane ionic
charge imbalance: Atomistic molecular dynamics study // J. Am. Chem.
Soc. 2005. V. 127. P. 17570-17571.

26. Gurtovenko A.A., Miettinen M., Karttunen M., Vattulainen I. Effect of
monovalent salt on cationic lipid membranes as revealed by molecular
dynamics simulations // J. Phys. Chem. B. 2005. V. 109. P. 21126-
21134.

27. Kupiainen M., Falck E., Ollila S., Gurtovenko A.A., Hyvonen M.T.,
Patra M., Karttunen M., Vattulainen |. Free volume properties of
sphingomyelin, DMPC, DPPC, and PLPC bilayers // J. Comp. Theor.
Nanosci. 2005. V. 2. P. 401-413.

28. Gurtovenko A.A., Vattulainen I. lon leakage through transient water
pores in protein-free lipid membranes driven by transmembrane ionic
charge imbalance // Biophys. J. 2007. V. 92. P. 1878-1890.

29. Gurtovenko A.A., Vattulainen I. Lipid transmembrane asymmetry
and intrinsic membrane potential: Two sides of the same coin // J. Am.
Chem. Soc. 2007. V. 129. P. 5358-5359.

30. Gurtovenko A.A., Vattulainen |. Molecular mechanism of lipid flip-flop
/I J. Phys. Chem. B. 2007. V. 111. P. 13554-13559.

31. Gurtovenko A.A., Anwar J. Modulating the structure and properties
of cell membranes: The molecular mechanism of action of dimethyl
sulfoxide // J. Phys. Chem. B. 2007. V. 111. P. 10453-10460.

32. Gurtovenko A.A., Anwar J. lon transport through chemically induced
pores in protein-free phospholipid membranes // J. Phys. Chem. B.
2007. V. 111. P. 13379-13382.



33. Zhao W., Rog T., Gurtovenko A.A., Vattulainen I., Karttunen M.
Atomic-scale structure and electrostatics of anionic POPG lipid bilayers
with Na counterions // Biophys. J. 2007. V. 92. P. 1114-1124.

34. Gurtovenko A.A., Vattulainen |. Effect of NaCl and KCI on
phosphatidylcholine and phosphatidylethanolamine lipid membranes:
Insight from atomic-scale simulations for understanding salt-induced
effects in the plasma membrane // J. Phys. Chem. B. 2008. V. 112. P.
1953-1962.

35. Gurtovenko A.A., Vattulainen |I. Membrane potential and
electrostatics of phospholipid bilayers with asymmetric transmembrane
distribution of anionic lipids // J. Phys. Chem. B. 2008. V. 112. P. 4629-
4634.

36. Gurtovenko A.A., Onike O.l,, Anwar J. Chemically induced
phospholipid translocation across biological membranes // Langmuir.
2008. V. 24. P. 9656-9660.

37. Zhao W., Rog T., Gurtovenko A.A., Vattulainen |., Karttunen M. Role
of phosphatidylglycerols in the stability of bacterial membranes //
Biochimie. 2008. V. 90. P. 930-938.

38. Gurtovenko A.A., Anwar J. Interaction of ethanol with biological
membranes: The formation of non-bilayer structures within the
membrane interior and their significance // J. Phys. Chem. B. 2009. V.
113. P. 1983-1992.

39. Gurtovenko A.A., Vattulainen I. Intrinsic potential of cell membranes:
Opposite effects of lipid transmembrane asymmetry and asymmetric salt
ion distribution // J. Phys. Chem. B. 2009. V. 113. P. 7194-7198.

40. Gurtovenko A. A., Vattulainen I. Calculation of the electrostatic
potential of lipid bilayers from molecular dynamics simulations:
Methodological issues // J. Chem. Phys. 2009. V. 130. P. 215107(1-7).
41. Gurtovenko A.A., Vattulainen I. Collective dynamics in lipid
membranes: From pore formation to flip-flops // In: Biomembrane
Frontiers: Nanostructures, Models, and the Design of Life. Handbook of
Modern Biophysics. Faller R., Longo M.L., Risbud S.H., Jue T., Eds.
Humana Press, 2009, P. 121-139.

42. Miettinen M.S., Gurtovenko A.A., Vattulainen |., Karttunen M. lon
dynamics in cationic lipid bilayer systems in saline solutions // J. Phys.
Chem. B. 2009. V. 113. P. 9226-9234.

43. Gurtovenko A.A., Anwar J., Vattulainen |. Defect-mediated trafficking
across cell membranes: Insights from in silico modelling // Chemical
Reviews. 2010. V. 110. P. 6077-6103.

22

BECITMATHO

AsTopedepat otnevataH B IBC PAH. Pusorpadus.
Tupax 120 ak3.



