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[ToBEPXHOCTb NUMNUAHOIO 6UC0NA reTeporeHHa
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KapTa MonekynsipHoro ruapodo6bHoro noTeHumnana
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[MpoeKkuns 3Ha4YeHUin MonekynspHoro ruapodobHoro noteHumana (M)
NOBEPXHOCTU Ha NJIOCKOCTb



XOJ'IeCTepVIH B/IMSET HAa aKTUBHOCTb OENKOB

e Cneundunyeckune HeBasIEHTHbIE B3aUMOAENCTBUS
e Hecneundpunyeckne B3aMMOAENCTBUA 3a CYET USMEHEHUSA NTOKANTbHOIO NUMUAHOIO
OKPY>XEHMUSI:
o [loBblleHMe yNnopsAa0YEeHHOCTU aunbHbIX Lienen Nunuaos
o YBenuyeHue ToMLLUHbI 6BUCIoSA
o YMeHblUeHne NoABMXHOCTU NNUMNA0B



Llenb n 3agayu

Lenb:

Onpepenntb BNusHne XC Ha reTeporeHHOCTb MOBEPXHOCTU NIMMNAHOIrO 6UCNOoS

3apaum:

1. Banupgauus npoTtokona MonekynspHon anHamukm (M) ons cucteM nMNUAHbINA

éucnom - xonectepuH (XC)
2. OnpegeneHue pacnpeneneHuns nonoxenus XC B nMNngHom bucnoe
3. AHanus nokanbHOM reTeporeHHOCTN NOBEPXHOCTU BUCIIOEB C pasiMyHbIM

copgep>xaHuem XC



Jlunupbl, BXoaALWMe B cOCTaB CUCTEM
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TonwmHa 6ucnos paccymMTaHa Kak pacCTossHUE MeXAay
NUKaMu NAOTHOCTU pocdaTHbIX rpynn pochonmnuaos

Banugauua npotokona M/
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CpeaHsaa nnouwiagab Ha nMnuna

CpegHsaga niaowanb Ha nunua, A
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(Smaby et al., 1997)
(Hodzic et al., 2012)

(Hung et al., 2007)
ma

HH b Fo e @

(Pan, Tristram-Nagle and Nagle, 2009)

w [o2) [} ~

w o w o

1 1 1 1
i

CpegHas naowaib Ha aunua, Az
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[MapameTp nopsaka aunnbHbIx Lenen (Scd)

MO®X (HacblLeHHas Lenb)
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[Mpodwnnu nnotHocTn cuctem ¢ AMOPX
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[Mpodwnnu nnotHocTn cuctem ¢ AMOPX
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[Tpodnnu nnoTHOCTU cuctem ¢ NMNODX

DNeKTPOHHas NIOTHOCTb, €~/HM?
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[Tpodnnu nnoTHOCTU cuctem ¢ NMNODX

Yron oTknoHeHus XC oT HopManu 6ucnos
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[eoMeTpuyeckasa knactepmsayma XC

[N0THOCTb BEPOATHOCTHU
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XC ny4ie accoummnpyet ¢ HacblWweHHbIMU nMnngamu, noatomMy B IM®PX pasmepbl knactepoB XC MeHbLUe

Cxoxwue napamMeTpbl knactepuaauum B (Dai et. al., 2010, The Journal of Physical Chemistry B; Bandara et al., 2017, Journal of Computational Chemistry)

Banupauusa npotokona M/,

Pacnpegenenue XC B 6ucnoe

AHanus noBepxHocTH 6ucnos
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PagnanbHbie QYyHKLWM pacrnpeaeneHus

“fonoBkun” pochonmnnaos
nepeopueHTUpyroTCcs B6N1IM3n monekyn XC

PaccTosiHue o XC, A

P-N BekTOp HanpaBfeH K rmgpoKCUibHbIM
rpynnam XC

Pacnpegenenue XC B 6ucnoe
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AHanns BoAOPOAHbIX CBA3EU

B3anmopencteue c Boaomn
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KapTbl MoniekynsipHoro rugpodo6bHOoro noteHumana
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KnacTtepusauusi no rugpopobHOCTH

Banupauusa npotokona M/,

Pacnpepnenenue XC B 6ucnoe

AHanMs NoBEpXHOCTH Bucnosn
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Knactepusauyusi no rugpopobHOCTH
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AHanu3 noBepxHoCcTu 6ucnos
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Knactepusauyusi no rugpopobHOCTH

AHanus noBepxHocTn 6ucnos
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Yucno Knactepos

PacnpegeneHme ruapoho6HbIX y4acTKOB
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CTaTucTumKa Knactepmsaumm no ruapodoobHOCTH
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KapTbl nA0THOCTU rosioBoK MOPX
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CTtaTuUCTUKa KJ1laCTepusauuun rno nioTHOCTH
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BbiBOAbI

Bbi6paHHbI npoTokon M1 no3BonsieT NoNyyYnuTb pe3yibTaTbl, CXOAALWMECS C
3KCMNEPUMEHTOM

XC nyylue accoummpyeT C HacblleHHbIMY Gpochonmnuaamm: B HUX OH PacrnosioXKeH
60n1ee BepTUKaNbHO, MEHee AOCTYNeH pacTBOpUTENO, 06pasyeT KnacTepbl MEHbLLEro
pasmepa

dochonunungHblin bucnon nog snusaHnemM XC tepseT paBHOMeEpPHOe pacrnpegeneHne
MNOTHOCTM “ronoBOK” NMNNAOB, YTO NPUBOAMT K UX YACTUYHOM KOMMNaKTMU3aL UM U1
o6pasoBaHnio 6ONbLUNX MO Nowaam rmapodobHbIX Y4aCTKOB MOBEPXHOCTH
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Cnacubo 3a BHUMaHuel



