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OBIIASI XAPAKTEPUCTHKA PABOTBI

Maructepckas JHccepTanus 89 ¢., 38 puc., 2 Tabiu., 24 HCTOYHMKA,

PEHTITEHOBCKASI JTADPAKIIHA, KPUCTAJUIOTPADUA,
KPUCTAJUIOTPA@UYECKHUE BA3bI JIAHHBIX, JMPPAKTOMETPUA,
[MOPOIIKOBAA PEHTTEHOBCKAJL JINOPAKTOMETPVIAL,

JIMPPAKTOMETP, PEHTTEHCTPYKTYPHBIV AHAJIMS.

Ileb MArucTEPCKON [MCCEPTAIMN — 1) 03HAKOMHTBCHA € CYUIECTBYIOUIHMH
criocobaMi  TosTydeHus JA(PPAKIMOHHON KapTHHBL, 2) M3yddTb CTPYKTYpY M
apaMETPhbl OTKPHITOH KpHCTaJmorpaquecxoﬁ 6ass maapeix COD; 3) W3y4uTh
CYLISCTBYIONIHE AT OPHTMBI npeofpasoBaHud ba3 JAHHBIX
4) yCOBEPILICHCTBOBATH CYIICCTBYIOIIME ANTOPHTMEL JUTS TIOMCKA ¥ BBIJICTICHUA
pediekcoB M3 PEHITEHOBCKOrO CIEKTpa M0 MHTEHCUBHOCTH; 5) paspaborarh
IPOrpaMMHBIH KOMILIEKC A ABTOMATHYECKOTO npeobpasoBaHus
icpacmﬂnorpa(buqecmﬁ Gassl JaHHBIX B (hopMAaT, HEOOXOAMMBIH I BHYTPCHHETO
[0 «Axammy»; 6) peanu30BaTh BO3MOKHOCTE HCHOJIL30BATH riubkue HacTpoiku
KOHBEPTALIMHA B PAMKAaX €HHOTO MPHIOKEHH.

M3yueHsl CYMECTBYIOMUE METOLBI PEHTTeHOCTPYKTYPHOTO aHANN3A; H3YHCHA
CTPYKTYpa W MapameTpbl OTKPHITOH KpucTanorpaduieckon 6aspl ganHeix COD;
U3ydeHsl  CYIIECTBYIOIIME  ANTOpHTMbI npeobpaszoBanus  0a3  JIAHHBIX;
yCOBEPIICHCTBOBAHBI  CYIUECTBYIOLINE QITOPHTMbI [UIA TIOMCKA M BBIICICHASA
pedpiekcOB W3 PEHTIEHOBCKOTO CHEKTpa M0 MHTEHCHBHOCTH; paspaboTaH
TIPOTpaMMHBIIT KOMILIEKC s aBTOMAaTHYECKOro ripeodpasoBaHu
KpHCTaLIorpagmaeckoil Ga3pl TAHHBIX B (hopMAaT, HEOOXOAUMBI 1A BHYTPEHHErO
[0 «AgaHu», ¢ BO3MOKHOCTBIO HCIOJIB30BATE ruGKiIe HACTPOHKH KOHBEPTallHA B
paMKax €IUHOrO MPHIIOKCHHA.

Pesynbrarsl paboThl HCHO/IB30BATHCE IPH pazpaborke I1O s HaCTONBHOTO
MOPOLIKOBOTO AH(pakTOMETPa «POWDIX 600».



ATVJIBHAS XAPAKTAPBICTBIKA PABOTbBI

Maricrapekas asicepraubis 89 c.. 38 maun., 2 Tabn., 24 kp.

POHTTEHAVCKAS JIBIGPAKIIBIS, KPBIILITATATPA®IS,
KPBILITAJSITPAGIUHBISL  BA3BI JAZBEHBIX, JbIOPAKTAMETPDLA,
[APAILIKOBA S POHTIEHAVCKAS JIBIOPAKTAMETPbIS,

JIBIOPAKTOMETP, POHTIEHCTPYKTYPHBI AHAJII3.

Mpara maricrapekail piceprausii - 1) asnaémimna 3 icHyIouBIMi criocabami
ATphIMAHHS asidpakupiiinail Kapiinel; 2) BBIBYHBIIbL CTPYKTYPY 1 napaMeTpsl
ajkpsiTail kpeiITAIArpadiuHE 623kl AAN3CHBIX COD; 3) BBIBYHBILb 1CHYHYbIS
AIraphITMEL HiepayTBap>HHi 0a3 AaHbIX; 4) yAacKaHaMilb ICHYFOUbIs AATaphITMBL UL
HomyKy i BBUTyUdHHI paduexcay 3 pIHTreHaycKara ClieKTpy na IHTIHCIYHACI];
5) pacmpanasanb IParpaMHbl KOMILICKC JULA ayramMaTeldHAra [epayrBapsHHs
kpinrranarpadivasl 6a3pl Ma3CHBIX Y dhapmar, Heabxommst s Yuyrpanara I13
VAgani»; 6) polamizaBalb MardbIMacHb BBHIKAPHICTOYBALL THYTKIA Hala/bl
KAHBEPTABAHHS ¥ PAMKAX A/31HArA MPBIKIA/IaHHL.

BbIBYUaHbl iCHYIOUBIA METaIbl PCHITCHOCTPYKTYPHOTO aHai3y; BBIBYdaHa
CTpyKTYpa i MapameTpsl amKpbiTai kpeimrTanarpadizasr 6assr gagsensix COD;
BLIBYYaHBl 1CHYHOUBIA aITapbiTMBbl nepayTBapaHHi 0a3 JaHBIX; YAaCKaHAICHbI
icHYIOUBIS aNrapbITMbl IS MOWIYKY i BBUTYUIHHI podiexcay 3 poHTreHayckara
CIIEKTPY Ta iHTOHCIYHACI, pAcMpalaBaHbl MParpamMHbl  KOMIUIEKC A

ayramMaThIuHAra MepayTBapIHHL kpeimTanarpadiaael 6a3sl JaazeHbIX y (apmar,

HeaOXo/IHBI 14 YHyTpaHara 113 «AaHiy», 3 MArI6IMACIIIO BEIKAPBICTOYBALb THY TKis
Hanasl KAHBepTABaHHA ¥ paMKax aji31Hara nphikiajiaHHA.

Brimiki paGoTEl BBIKAPBICTOYBAIICA NPb pacnpatoyupl [13 ans HacToNbHAra
papalkoBara bl (ppakToMeTpa «POWDIX 600».



GENERAL DESCRIPTION OF WORK

Master's thesis 89 pp., 38 fig., 2 tab., 24 sources.

X-RAY DIFFRACTION, CRYSTALLOGRAPHY,
CRYSTALLOGRAPHY DATA BASES, DIFFRACTOMETRY, POWDER X-
RAY DIFFRACTOMETRY, DIFFRACTOMETER, X-RAY DIFFRACTION.

The purpose of the master's thesis is 1) to get acquainted with the existing
methods for obtaining a diffraction pattern; 2) to study the structure and parameters
of an open crystallographic COD database; 3) study existing database conversion
algorithms; 4) improve existing algorithms for searching and extracting reflections
from the x-ray spectrum in intensity; 5) to develop a software package for the
automatic conversion of the crystallographic database into the format necessary for
the internal «Adani» software; 6) realize the ability to use flexible conversion
settings within a single application.

Existing methods of x-ray structural analysis were studied; studied the
structure and parameters of an open crystallographic database COD: Existing
database conversion algorithms are studied; Improved existing algorithms for
searching and extracting reflections from the X-ray spectrum in intensity; a software
package has been developed for the automatic conversion of the crystallographic
database into the format necessary for the Adani internal software, with the ability
to use flexible conversion settings within a single application.

The results of the work were used in the development of software for the
«POWDIX 600» benchtop powder diffractometer.



