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Ilenu n 3amaun

[lens paboThl — cunTEe3 conen 1,3- u 1,4-aqu3amMemi€HHOTrO TETPA30INUS U UCCIEI0BAaHUE UX
MOCJIECAYIOMMNX XUMHUYECCKUX MPEBPAICHUM.

3amaun;

— IIpoBeneHue TEOPETUUECKUX KBAHTOBO-XUMUUYECKUX PACUETOB CTPYKTYPhI U CBOUCTB
TETPA30JIUEBBIX COJIEM U TETPA3OJIUIUICHOB;

— CuHTE3 IBYX CEpUH M30MEPHBIX COJIEU TETPA3OJIUS U MTOJATBEPKACHUE CTPYKTYPhI
MTOJIYYEHHBIX TPOAYKTOB;

— IIpoBenenne KHHETUYECKOIO UCCASIOBaHUS aakuaupoBanus 1-gpenun-1H-rerpazona
mpem-0yTaHOJIOM;

— HpOBCI[GHI/IC KHHCTHYCCKOI'O UCCIICAOBAHHUSA N30MCPHU3ALINHU TCTPA30JIMCBBIX NOHOB.
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[IpoOaeMBbI N3BECTHBIX METOIOB
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IIpeamonaracMell MEXaHU3M
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KBaHTOBO-XMMHUYECKHE PACUETHI
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DFT/B3LYP/6-311G++(2p, 2d).
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KBaHTOBO-XMMHUYECKHE PACUETHI
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KBaHTOBO-XMMHUYECKHE PACUETHI
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KBaHTOBO-XMMHUYECKHE PACUETHI
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IIpermapatuBHBIN CUHTE3 TETPA3OJIUEBBIX COJIEH
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Conu 1,3-TeTpazonus
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CpaBnenue casuros SIMP 13C
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PCA nepxnopara 3-mpem-0ytun-1-penni-1H-
TETPA30JINS
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PCA nepxnopara 4-mpem-0ytun-1-penni- 1 H-
TETPA30JINS
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Cl101 KpHUCTAJUIMYECKOM PEIIETKH




Instrument Name: Shimadzu
Nexera X2 LCMS-9030
Sample Name: MKR72
Acquired: 28/05/2025

Interface: ESI

Nebulizing Gas Flow: 3,0L/min
Heating Gas: On

Heating Gas Flow: 10,0 L/min

Macc-cnekrp

Interface heater: On

Interface Temperature: 250 °C
Drying Gas:

Drying Gas Flow: 10,0 L/min
DL Temperature: 250 °C
Heat Block: 400 °C
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Macc-cnekrp

Instrument Name: Shimadzu Interface heater: On

Nexera X2 LCMS-9030 Interface Temperature: 250 °C
Sample Name: MKR43 Drying Gas:

Acquired: 28/05/2025 Drying Gas Flow: 10,0 L/min
Interface: ESI DL Temperature: 250 °C

Nebulizing Gas Flow: 3,0L/min  Heat Block: 400 °C
Heating Gas: On
Heating Gas Flow: 10,0 L/min
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AnkummpoBanue 1-penun-1H-TeTpa3oina
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3aBUCHUMOCTh KOHIIEHTpalUK OT BpeMeHH mpu 35°C
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TepMoaguHaMu4eCcKre nmapaMeTpbl AITKUIUPOBaAUS
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3aBUCHMOCTH KOHIIEHTpaIu oT BpeMeHu mpu 50°C
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TepMoanHaMuyeCKHE mapaMeTpbl H30MEPHU3ALIH
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3aKIFOUYECHHUE

B xoxe nganHoM paOO0ThI OBLIM IIPOBEACHBI MCCICIOBAHUS METOAOB IIOJYUYCHUS U CBOMCTB
M30MEPHBIX TETPA3OJIMEBBIX COJIEH U MPOAYKTOB UX XUMHUYECKUX MPEBPAILICHUA.

ComiacHo JAHHBIM KBAHTOBO-XUMHUYCCKHUX pvaéTOB, HN30MCPHBIC COJIM TCTPA30JINL
HC3HAYUTCIIbHO PA3JINYAKOTCA 110 SHCPI'UH.

bbun pazpaboTaHbl METO/IBI IpENapaTUBHOTO CUHTE3a coiek 1,3- u 1,4-au3amMenméHHOro
TEeTPa30Jius U ObLI MPOBEAEH CUHTE3 JABYX psaoB conei. CTpyKTypa U COCTaB MOJTYyYECHHBIX
coeqruHeHuHr noareepxkaeHa merogamu AMP, HRMS, PCA.

[IpoBeneHbl KHHETUYECKUE UCCIIE0BAaHUS aJIKWIMPOBaHUs 1-peHunrerpasona B
KMCJIOTHBIX CPENAaX U U30MEPHU3AINN TETPA3ZOIUEBBIX COJIEN.
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