CrrertnanbpHocTh / Speciality: 7-07-0531-02 Xumus Beicokux suepruii / 7-07-0531-02 High energy chemistry
YueOHas aucuuiuinHa, Moayis / Academic discipline, module: Xemoundopmaruka, Komnsiorepras xumus / Chemoinformatics,

Computer Chemistry

Kparkoe conepkanue yueOHOM
JTUCIMIUTAHBL, Moty / Brief summary

Brocumcs onucanue na PYCCKOM A3blKe

Brocumcs onucanue na anenutickom si3vike

dopmupyembie komrereHmmu / The
formed competences

Pemars mnpodeccuoHanbHble, Hay4HO-
HCCJICIOBATEILCKIE M HWHHOBAIIMOHHBIC
3a]ayd  Ha  OCHOBE  IIPUMEHEHUS
HH(POPMAITMOHHO-KOMMYHHUKAITMOHHBIX
TEXHOJIOTUH

[TpuMeHsATH METObI XUMHUYECKOU
nH(pOpMATHKH, MOJICKYJIAPHOMU
JTMHAMUKH, KOMITBIOTEPHOTO u
MAaTEMATHYECKOTO MOACIUPOBAHUS IS
000CHOBAHHOTO OMHUCAHUSI CTPYKTYPHI U
CBOMCTB XHMMHYECKHX CHCTEM M HX
MOBEJACHUS B XUMHYECKUX MPOIECCAX

To solve professional, scientific research and
innovative problems based on the use of
information and communication
technologies

To apply methods of chemical informatics,
molecular  dynamics, computer  and
mathematical modeling to reasonably
description of the structure and properties of
chemical systems and their behavior in
chemical processes

Pe3ynbpTaThl 00yueHus (3HaTh, YMETH,
BianeTh) / Learning outcomes (know, can,
be able)

B pesynbrare wu3yueHus y4eOHOU
JUCLUILIMHBI CTYIEHT JOJKEH

3HATh:

— OCHOBHBIE TIOHATHA M KOHIENIUHU
XEeMOMH(POPMATUKH;

— COBpPEMEHHBIE MPEACTABJICHHUS O
MOJIEKYJIIPHBIX JECKPUIITOPAX

yMeThb:
— HCIOJNb30BAaTh OCHOBHBIE METOJbI
MIPOTHO3UPOBAHUS OHOJIOrnYeCcKOn

AKTUBHOCTH Pa3JINYHbIX COCINHEHUM;
—  TPOBOAUTH  KBAaHTOBOXUMHUYECKHE
pacyeThl MOJIEKYJISIPHBIX JECKPUITOPOB;

As a result of studying of the academic
discipline, the student must

know:

- basic concepts and concepts of
chemoinformatics;

- modern ideas about molecular descriptors
be able to:

- use basic methods for predicting the
biological activity of various compounds;

- conduct quantum chemical calculations of
molecular descriptors;

have skills in:




BJIa/1€Th:
— METOJI0J0THEHN OIICHKH
Ononornyeckor M (papMaKoIOrHIeCKOM
aKTUBHOCTH BEIIIECTB;

— OCHOBHBIMHM TIPUHIUIIAMU U METOJIaMHU

- methodology for assessing the biological
and pharmacological activity of substances;

- basic principles and methods for calculating
the biological and pharmacological activity
of substances

pacuera OMoIOTMYeCcKOi U
dbapmMaKoIOTHIECKON aAKTUBHOCTH
BEIICCTB
CemecTp u3ydeHUs yICOHOW AUCITUILINHEI, | 9 9
moyas / Semester of study
[pepexBusuTsl / Prerequisites Heopranmueckass xumms, Ksanrosas | Inorganic Chemistry, Quantum Chemistry
XUMUS
Tpya0eMKOCTh B 3a4€THBIX SIUHHUIIAX 3 3
(xpemutax) / Credit units
KonruecTBo ayJuTOpHBIX YaCOB U YaCOB 44150 44150

CaMOCTOSATENIbHOM paboThl / Academic
hour of students' class work,
hours of self-directed learning

TpeOGoBanus u PopMBbI TEKyILIEH U
IPOMEKYTOYHOM arTectanuu /
Requirements and forms of current and
interim certification

3auer (ycTHas popma)

End-of-term exam (oral form)




