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Abstract

Molecular modeling study of the structure of model oligomers based on the diglycidyl ether of
bisphenol-A with covalently attached dendritic fragments containing azochromophores and dendritic
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fragments has been carried out. While studying dimers we found conformations with stacking organization of :
chromophore groups. Features of binding in similar stacking structures were studied within topological

approach "Atoms in Molecules", the existence of van-der-Waals interactions between the chromophores was
established. For the stacking structure of the chromophore and the individual quantum-chemical TDHF
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| ABTO, aHrnmickmin (CLLIA)

OTdJopMa'ruponaHo LiBeT wpudra:

\| KpacHbilii, aHrnuiickuin (CLLIA)

Otcdopmatn posaHo: LiBeT wpudra:

ABTO

OTtcopmaTupoBaHo: LigeT WwpudrTa:

‘ OTchOpMaTUPOBAHO: aHIIMINCKUI
(CLLA)

| OTchOpMaTUPOBAHO: AHIIMINCKUI
(CLLA)

OTchOpMaTUPOBAHO: aHIIMINCKUI

* @HMMNCKNIA

[
[
|
|
[
[
{
[
[
|
{OTdJopMaTupoaaHo: Liser wpndra:
[
|
{
|
[
{
|
|
{
[
|

OTchOpMaTUPOBAHO: AHIIMINCKUI
|| (CLUA)

‘ OTchOpMaTUPOBAHO: aHIIMINCKUI
| (CLA)

OTchOpMaTUPOBAHO: aHMIMINCKUIA
| (CLIA)

| OTchOpMaTUPOBAHO: AHIIMINCKUI
| (CLLA)

'| OTchopMaTMpPOBaAHO: aHMNINCKUI

(| U U W W U | U | W W | U W, U | U | W W | U | W U | U | U | W) U | U U | W | U | W

[ OTchopMaTUPOBaHO [ﬁ
[ OTdopMaTupoBaHO [ﬁ
[ OTdopMaTupoBaHO [ﬁ
[ OTdopmMaTupoBaHO [ﬁﬂ

10 © Butlerov Communications. 2013. Vol.35. No.7. Kazan. The Republic of Tatarstan. Russia.



Ctp. 10: [1] OTpbopMmaTpPOBaHO
anrnuiickuit (CILA)

AnekcaHpp

26.07.2013 8:09:00

Ctp. 10: [2] OTpopMmaTUpPOBAHO
anrnuiickuit (CILA)

AnekcaHpp

26.07.2013 8:09:00

Ctp. 10: [3] OTpopmaTpOBaHO
anrnuiickuit (CILIA)

AnekcaHpp

26.07.2013 8:09:00

Ctp. 10: [4] OTpopMmaTUpPOBAHO
anrnuiickuit (CILA)

AnekcaHpp

26.07.2013 8:09:00



