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PosrasnyTo BruMB 0co0MBOCTEH OyA0BH MOJIEKYJIU CKIaAHUX eipiB Ha
TEMIIepaTypy iX camocnanaxyBaHHS (f.). 3a pe3yibTaTaMH aHali3y Ma-
CHUBY 1. e(]ipiB Ta HaNPSMKIB MMEPEPO3MOALTY €JICKTPOHHOI IIUILHOCTI B
ix MoJyekyJi po3po0ieHa yHiBepcalbHa METOIUKA PO3paxyHKYy /... HaBe-
JeHl KoediieHTH KOPEIAIii po3paxyHKy f.. e(dipiB 3a CTaHAAPTHOIO Ta
3aIpONOHOBAHOI0 METOIMKAMU 3 JIOBITHUKOBUMH JTaHUMHU.

KarouoBi ciioBa: temneparypa camocnanaxyBaHHs, edip, eKBIBaJIeHTHA
JOBXHMHA KapOOHOBOTO JIAHITIOTa MOJICKYJTH.

Ilocmanoexa npobnemu. J7 NOBITPSIHUX TOPIOYUX CyMILIEH ICHYE
TeMIlepaTypa caMocragaxyBaHHs, 3a SIKO1 BiJIOyBa€ThbCsl CAaMOBLILHUM cria-
Jax 1€l cymimi. ToMy BUKOPHUCTAHHS TOPIOYMX PiJIUH, Ta31B Ta MUY CTBO-
proe Hebe3neky BuOyxy. Temmneparypa camocrnanaxyBaHHS € OJHUM 3 Hai-
OUTBIII Ba)KJITMBHUX MOKA3HUKIB IMOXKEKOBUOYXOHEOE3MEKH CYyMIIIEeH TOpro-
YUX peyoBUH 3 MOBITpsAM. OHAK )i 11 PO3paxyHKy HE ICHY€E MPOCTOT KOM-
IJIEKCHOI METOJUKHU.

Ananiz ocmannix o0ocnioxcenv ma nyonikayiiu. JloxnagHe ITOCHi-
JOKEHHS 10 PO3PaXyHKOBOMY BHU3HAUYEHHIO MapameTpiB MOMXKEXKHOI HeOe3-
NEKH, B TOMY 4YMCII 1 .. ckiIagHux edipi, npoeaeHo O.f. Koponapuen-
KO [1]. BUKOpPUCTOBYIOTh METOJM PO3PAXyHKY 3a 3aJEKHICTIO f.. BIJl cepe-
JHBOI JOBXKMHH AJIKUIBHOTO JIAHIFOTa OPraHIYHOI PpEYOBHUHH /¢, [2]:

- aNPOKCHUMaIlis 3a1€KHOCTI fcc(l..p) IBOMA KPUBUMU;

- BU3HAYEHHS 1, 32 TAOJULISIMU JJIs1 PI3HUX T'OMOJIOTIYHUX KJIaciB BY-
I'JICBOJIHIB;

- PO3paxyHOK .. 32 JIOBKUHOIO KapOOHOBOT'O JIAHIIIOra allkaH-paIuKalia
MOJIEKYJIH

tee = a- to™ + b, °C. (1)

JI71st po3paxyHKy f.. Ta3iB 1 MapiB OPraHiuHUX CIIOJIYK BUKOPHCTOBY-
10Tb popmynu B.T. Monaxosa [3] 3a cepelHbOIO JTOBKHUHOIO JIAHIFOra MO-
NEKYIH leep:

t, =300+116/5-1_, 32l 5, (2)
t,, =300-38,/1_ —5 3aly 5. 3)

BuznaueHHs TeMneparypu camociiajiaxyBaHHs edipiB pizHOi Oy10BH 167



Admin
Машинописный текст

Admin
Машинописный текст

Admin
Машинописный текст

Admin
Машинописный текст

Admin
Машинописный текст

Admin
Машинописный текст

Admin
Машинописный текст

Admin
Машинописный текст

Admin
Машинописный текст
Трегубов Д.Г., Тарахно О.В., Алфьоров С.Г.

Admin
Машинописный текст


COOpHUK Hay4YHBIX TpyaoB. Breimyck 34, 2013

JIOBXHHY /; NaHIfora MOJIEKYJIM pO3paxoBYIOTh 3a CYMOKO UHMCIIa aTo-
MiB KapOOHY y JIAHIIO31 M, T E€KBIBAJICHTHUX OBXKHMH (YHKIIOHAIBLHUX

rpyn. OyHKLIOHATIBHI FPYIH BBAXKAIOTh 1 KIHLIEBOIO, 1 IPOMDKHOIO TPYIIO0
L=me +)1,. (4)

SKIIo 10 MOJICKYJIM IPUETHAHO JCKIIbKa (DYHKI[IOHATBHUX T'PYII, JIOBXKUHA
KOXHOT 3MEHIITY€ThCS Y BIMOBIIHY KIJIBKICTh Pa3iB.

ExBiBanentny nomxuny rpynu -COO- s edipiB BU3HAYaIOTh METO-
JaMHU:
- 3 KUJIbKICTIO aTOMIB KapOOHY y MOJEKy I sl Tpynu —O—:

npocti epipu l.=16,5-1,0m,, (5a)
cknaHi edipu l.=10,0 - 0,5m,, (560)
iHII CrIoIyKH l.=3,5, (5B)
- ns rpymu —CO—: l.=1,2-0,4m,, (5r)
- it rpynu —COO— le=1. (51)

Jana Meronuka mae Henoiiku. 1. @opmynu (1) 1 (2) mora”o mpa-
LIOKOTh JUISl PO3PAXYHKY 7., CHOJYK 130MEPHOI Ta IUKI1YHOI Oy10BH. 2. ba-
raToCTaIiiHICTh PO3PAXYHKY CEPEIHBOI TOBXHUHHA MOJICKYJIH.

BUKOpHUCTOBYIOTH PO3PAXYHOK .. 32 JOBXKHUHOK KapOOHOBOTO JIaH-
IOra ajJKaH-pajuKaga Mosiekyid. EQipu MatoTh Takux J1Ba: y KUCJIOTHOMY
Ta CIIUPTOBOMY 3aJIMIIKY. YacTiiie B po3paxyHOK OepyTh CEpeIHIO JTOBKHU-
HY aJIKaH-paJMKaly CIHMPTOBOTO 3aJUIIKYy, a PO3PAXyHOK BEIyTh 3a KOHC-
TaHTaMH JJig (popMiaTiB, alerariB, MPOIIOHATIB IO KUCIOTHOMY 3QJIMIIKY.
Axne icHye 6araro edipiB, sIK MOXIAHUX I1HIIMX KUCJIOT. ToMy 1HOI MPOTO-
HYIOTh aJIKaH-paJuKai OOMpaTH MO OLIBII JOBTOMY 3aJIHIIKY, IO 3aITyTYE
METOJUKY PO3pPaxyHKYy.

CTOCOBHO f.. CKIaaAHuX e(pipiB HAMU paHiIIe TPOBEACHO TOCIIIHKEH-
Hs [4], 32 SKMM €KBIBaJICHTHA JOBXXMHA MOJEKYIH eipy BU3HAYAETHCS 32
CXEMOIO

1 2

CH3-O-—CI"I, R1 -O-C-R2-R3,

3
I )

ne 1, 2, 3 — ctpykTypHi KOMIoHeHTH MeTuidopmiaty (3B’ s13ku C-O, C=0),
JIOBXKMHA KOXKHOTO NpuiHsiTa [ = 2; R| — ankiapbHUM 3aIMIIOK COUPTY 3 J10-
BKMHOIO 32 KUIBKICTIO aTOMIB KapOOHY; R, — ankinpHUN pagukan B auerar-
HUX 1 OUTBII IOBTUX I'PYIaxX KUCIOTHOTO 3JIMIIKY, A0 BajepiaTy BKJIIOYHO,
Horo J0oBXHHA NpUuiMaeThes [ = 2; R; — alkiIbHUN pajguKkal B TeKcaHoaTax
Ta OUIBIII JOBI'MX IpyIax, Ma€ JOBXKUHY 3a KUIbKICTIO aTOMIB KapOOHY; pa-
mukanu Ry, Ry — ogHa ckimagoBa momnekynu; R, + R; — ankinpHuil pagukan
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3QJIMIIKY KapOOHOBOI KHCIIOTH.

BusnaueHus f.. 3a 1i€0 METOJAUKOIO MPOBOSTH 3 BPaXyBaHHAM [
aJIKaH-paJIKaly CIUPTOBOTO 3AJIUIIKY, JIOKCUAY KapOOHY Ta CIIUPTOBOTO
paguKary KapOOHOBOI KHCIIOTH, IS SIKUX BiJIOMi, a00 JIETKO BU3HAYaIOTh-
csa. Otpumano koedimieHT kopemmii 0,97. Ane Meroanka BUSBUJIACS J10-
CUTH CKJIagHOW0. ToMy B maHild poOOTI MPUWHATO IHIIWHN MIAXiA 10 BU3HA-
YEeHHS f.. CKIIaTHUX edipiB.

Ilocmanoeka 3a0aui ma iv eupiwennsn. Buknanene BUlle, BUKINKAE
HEOOXIJTHICTh TMOCTABUTH 3a/ady pPO3pOOKH IMPOCTOro, KOMILJIEKCHOTO Ta
100pe YyTIMBOIO METOAY PO3PaAXYHKY f.. O 3aBEpIICHHS J1i edeKTiB me-
PEepO3MOLTYy €JIeKTPOHHOI MIUIBHOCTI Y MOJeKyyal. ToMy HeEoOXiaHO Mpo-
aHaT3yBaTH HEJIOJIKH BIAOMHMX METOJUK PO3PAXYHKY f.. €]ipiB Ta 3ampo-
MOHYBATH IUISIXM BUPIIICHHS TTPoOJieMH 3 BpaxyBaHHSM J1i e(EeKTIB mepe-
PO3IOIITY €IEKTPOHHOI MUJIBHOCTI. Y Tabj. 1 HaBeACHO MOPIBHIHHS TaKO-
r'o PO3paxyHKy 3 JIOBIIHUKOBUMH JIaHUMH [5, 6].

Taou. 1. JloBiTHMKOBI Ta po3paxoBaHi TeMIepPATYpH caMocnajJaxyBaHHs edipiB

PedyoBuHa XimiuHa 3a nmoBia- 3a popmynamu:
bopmyna | Hukom, °C 1 [2.3,51] 6,7 [2.31a8
edipu HOpManbHOI Oy 10BU
MeTmiIopmiar C,H40 456 496 501 456 501
METHJIAlleTaT C;HgO 470 476 490 485 517
METHJITPOITIOHAT C4HgO 455 476 464 456 501
Oytmindopmiat CsH;00 285 395 300 294 300
eTHIIOyTHpAT CeH,0 440 485 395 421 464
Oy THJITIPOITIOHAT C7H14,0 385 381 300 394 382
IponuIBaiepiar CsHi60 370 443 279 401 416
remnTuiaaneTar CoH; 50 230 228 254 245 262
OKTHJIALIETAT Ci0H200 220 206 246 235 253
nenuianeTar C1oH»40 215 217 231 224 240
OKTHJIBAJEpiaT Ci3Hy60 235 228 224 235 253

Koe(iieHT KopeJisiilii 3 JaHUMH TOBiTHUKA [5] 0,951 0,906 | 0,993 | 0,991

edipu i30MepHOi Oy10BU

13onponindopmiar  |C4HgO 440 444 464 415 453
1300yTindopmiart CsH;00 425 444 434 405 430
13onponianpomnionar |CeH,O 430 428 434 415 453
130amingopmiaTt Ce¢H1,0 320 416 395 327 358
i3onpomindytupar  |C;H ;40 435 443 407 405 430
13ompomninizodytupat|C;H;40 465 443 427 415 453
mpem-amunanerar |C;H;40 410 424 427 401 416
2-etunOyTunanerar |CsH;60O 285 362 300 274 281
130aMUIOy THpAT CoH;30 335 412 283 327 358
130aminizobytupar |CoH;30 390 412 300 397 400
130aminizoBanepiat  |CjoH,00 310 412 289 327 358
Koe(iieHT KopeJisiilii 3 JaHUMM TOBiTHUKA [6] 0,85 0,78 0,966 | 0,958
KoedinieHT Kopeasuii 15 Beix edipis 0,9 0,879 | 0,979 | 0,977
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Haiinpocrimmii crnoci6 BpaxyBatu rpyny —COO-— npu po3paxyHKy
CEpeNHbOI JOBXHHU MOJeKyu st popmyi (2) abo (3) ne mpunnumn (51).
Toni rpyna —COO- € 1 IpOMIXKHOIO, 1 KIHIICBOIO 3 JIOBXKUHOKO «1». Po3pa-
XOBYBaTH CEpeIHIO NOBXUHY edipiB BpaxoBytouu rpynmu —CO— ta —-O—
OKpEMO 1 BpaXxOBYBATH iX, SIK OKpPEMI IIPOMIXKHI Ta KIHLIEB1 IpyIy — L€ 3ail-
BE€ YCKJIATHEHHS] METOJMKH.

MoskHa T00aYuTH — ISl ACSKUX CIIOIYK OTPUMAHO BEIIUKY TTOXHUOKY
pO3paxyHKy, 0COOIMBO A e(ipiB 130MEpHOI OyA0BU, IS AKUX KOEPILi-
€HT KopeJsiii po3paxyHKy ckiaB 0,78. HacTKOBO 11€ MOSICHIOETHCS TUM, 1110
JUISL IEPIIMX MPEICTABHUKIB PI3HUX FOMOJIOTIUHUX PAJIB, CIOCTEPITAETHCS
3HaYHa MOXHOKa pO3paxyHKy TEeMIEpaTypu camocnajiaxyBaHHs 3a Gopmy-
gamu 2 Ta 3. A 4aCTKOBO THM, II[0 CTaHJIapTHA METOJIMKA PO3PaXyHKY ce-
PEeIHBOI IOBXKUHHU MOJICKYJIH e(dipy 130MepHOi Oy1I0BU B3araji HE J103BOJISIE
OTpUMATH aJICKBaTHHUI pe3yJIbTarT.

3BenieHa Ta0uI 2 TIOKa3ye, 10 3AIEKHICTD #.. BiI KUIBKOCTI KapOOHY
y MOJIEKYJIi € HE THIIOBOIO (HAaBITh /IS HOPMAJIBHUX CKJIaIHUX e(ipiB).

Tabu. 2. Temnepatypu camMocnajJaxyBaHHsl cKjaagHux H-edipiB*, °C [5]

KinmpkicTh aTomiB y JIAHIFOTY KMCJIOTHOT'O 3aJIUIIKY

KapOoHy 1 2 3 4 5 6 7 8 10(14)
o 1 456 | 470 | 455 | 455 | 420 | 255 | 245 | - (225)
S 2 440 | 455 | 445 | 440 | 395 | 255 | 250 | 235 | 220
g _ 3 435 | 435 | 430 | 420 | 370 | - - - -
= & 4 285 | 330 | 385 | 350 | - [ 240 | - | 230 -
° = 5 265 | 290 | 300 | 290 | - - - - -
5 3 6 | 250 | 255 | 260 | 255 | - | - | - | - i
3] 7 250 | 230 | 240 [ 240 | - - - - -
= 8 240 | 220 | 230 | 230 | 235 | - - - -
” 9 230 | 218 [ 224 | - - - - - -

* — )KUpHUM MPUEGTOM BiIMIUCHI aHOMATHLHO HU3BKI 3HAYCHHS t,.
** _ yapyHKH, 10 BUIJICH], TOKAa3yIOTh CTA0LTI3aMIo t.. 32 TOBXKHHNA KapOOHOBOTO JIAHITIOTA.

3a pe3ynbTaTamMy aHaji3y MaHuX TaOJIUIll 2 MOXKHA MOOAYUTH aHO-
MaJbHO HHU3bKI 3HaYEHHS .. U1 GOopMiaTiB A0 rekcuwidopmiaTy BKIFOYHO
Ta A7 aleTariB Mo4YMHauu 3 OyTuianeraty. BogHouac s mpomioHaTiB
Ta OyTHUpaTiB MOYMHAIOYM 3 OYTHUJIIPOIIOHATY Ta OyTHIIALIETaTy CIOCTEpI-
ra€cThCd 3aBUIICHA 7.

Sk 1 keToHM, cKIaHI eipu MaroTh 3B’ 130K C=0, KUl 3HAXOAUTHCS
nocepeauHi KapOOHOBOIO JIAHIIOTa, TOMY ME30MEpHUN e(eKT nmepeposro-
Ty eJIeKTPOHHOI HIUIBHOCTI Y MOJIEKYJl PO3MOBCIOJIKYETHCS Yy OOHIBA
6oku. ToOTO MoJIEKyIa OTpUMYE MiABUIICHY 3AaTHICTH A0 ONOPY TeMIlepa-
TypHOMY BIUTUBY. 3 11bOTO paHimie [7] O0yB 3po0iaeHui BUCHOBOK, 1[0 MOJIe-
KyJa KETOHY Ma€ EKBIBAJICHTHY JIOBKMHY B JBa pa3d MEHIIE KUIbKOCTI
aToMiB kapOony. [le MoxxHa B3aTH K 0a30BUN TPUHIIUIM MIIXOTy TSl PO3-
paxyHKy f.. CkiagHux e(dipiB, aje aHami3 f. PI3HUX TOMOJOTIYHUX PSAIB
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cKJIaHUX e(ipiB MOKa3ye, 10 HEOOXITHO BpaxyBaTH OCOOJMBOCTI iX Oy-
noBU. Po3noBcrokeHHs Me30MepHOTo e(heKkTy B 00uIBa OOKH MPU3BOIUTH
JI0 TOTO, IO MPHU BIUIMBI TEMIIEpaTypyd MOJIEKYJia MTOBOJUTH ce0e K Taka,
CKBIBaJICHTHA JOBXXKMHA SKO1 B JIBA Pa3l KOPOTIIA HIK KUIBKICTh aTOMIB Ka-
pOOHY Yy MOJIEKY!II.

JU1sl KETOHIB f.. PI3KO 3HMXKYETBCS MICIS JIECATH aTOMIB KapOOHY y
MOJIEKYi 1 ¢1a0KO 3aJIeKUTh BiJl 11 130MepHOT a00 MUKIIYHOI OyI0BH.

s popmiatiB (0auH aToM KapOOHY Y JIAHIFO31 KUCJIOTHOTO 3aJIUIII-
Ky CKJIaJIHOTO eipy) K I IEPIIOTO YieHa TOMOJIOTTYHOTO Psiy CIocTe-
pIraeThCs aHOMAJIbHE 3aHWKEHHS f... CTOCOBHO TOJIOBHOI BIIMIHHOCTI ¢o-
pMiaTiB Bij 1HIIUX CKJIAJHMX €(ipiB HEOOXITHO 3ayBa)KUTH, IO 3B’ SI30K
C=0 3HaxoauThCA HAMPUKIHII MOJEKyJu. Tak caMO anbAeriiv BiApi3HS-
I0ThCsl Bl KeToHIB. 11[o 1 mposiBIse€TbCs y 3HWKEHHI f... Jns popmiaTis
edeKT MEHIIIO1 KUTHKOCTI aTOMiB KapOOHY Y MOJIEKYJIl TIOYMHAE MTepeMaraTu
JIUIIIE TICIS 3pOCTaHHS KIJIBKOCTI aTOMIB KapOOHY Y CIIMPTOBOMY 3aTUIIKY
710 IIECTH.

Tomy Oyna mpoBenieHa cripo0Oa anmpOKCUMIIOBATH 3aJICKHICTb /.. eipiB
BiJl €KBIBJICHTHOI JJOBXKMUHU MOJIEKYJIH, SIK 1 JUIsl KETOHIB, HACTYTHUMU (PoO-

pMyJIamMu:
22
| <5 tee=200+100-¢! e

.°C, (6)

2.2

1 22
| e =200+ 00 e lexe . )
° (z'leKB _9) ’ ’ ( )

ne [, — eKBIBaJIeHTHA JIOBXMHA MOJIEKYJIM CKJIaTHOTO eipy, Ky pO3paxoBy-
I0Th, SIK ITOJIOBUHHY CEPETHIO JOBKUHY KapOOHOBOTO JIAHITFOTA MOJICKYJIH

le = lcep/z- (821)

CepenHio TOBXKUHY MOJIEKYJIH CKIIAHOTO e(dipy pO3paxoBYyIOTh 3a KUIbKIC-
TIO aTOMIB KapOOHY Ta OKCUTC€HY y Oe3lepepBHOMY JIAHIIO31 aTOMIB MIX
KIHIIEBUMHU TPyNamMH 3 BpaxyBaHHSM €KBIBAJCHTHUX JOBXHUH (HOpMIaTHOI
(3a HasiBHOCTI) Ta -O- rpy1. L{i OKCUreHBMICTHI IpyId, Ha BIAMIHY BiJ CTa-
HIAPTHOI METOJIUKH, HE BPAXOBYIOTh SIK KIHIIEBI.

Jiia hopmiaTiB MPUIHATO eKBIBaJIEHTHY HOBXHUHY rpynu C=0 sk «3».

JlJis METHIIOBUX, €TUJIOBHUX, MPOMUIOBUX Ta Mg €dipiB 3 OLIBIION
KUIBKICTIO aTOMIB KapOOHY y KHCIOTHOMY 3QJIMILKY 32 «3» €KBIBAJIEHTHY
noBxuny rpynu -O- npuiiuaato «1». [ns edipiB 3 ekBIBaJICHTHOIO JTOBXKH-
HOIO CIIUPTOBOTO 3AJUIIKY O1BIION0 3a «3,5», aje 3 KUCIOTHUM 3aJUIIKOM

BuznaueHHs TeMneparypu camociiajiaxyBaHHs edipiB pizHOi Oy10BH 171



COOpHUK Hay4YHBIX TpyaoB. Breimyck 34, 2013

MEHIINM 32 «4» eKBIBAJECHTHY JIOBXUHY Irpynu -O- OpUIHATO 32 TOMOJIO-
TIYHUMH psigaMu : popmiaTu Ta aneratu — «4», NpomoHaTu — «3», 130Mep-
Ha Oy/ioBa — «2».

Sxio Mosekysa Mae 130MepHy OyJI0BY, 1i CEpeHIO TOBKUHY BU3HA-
YaloTh 32 CTAaHJAPTHOI METOJUKOIO (3 3ayBAXKEHHSIM, IO MPOMIXKHI OKCH-
TE€HBMICTHI I'PYIIM HE BPAaxOBYIOTh SIK KiHIIEB1) [7], ane i HeoOX11HO mepe-
paxyBaTH Ha €KBIBAJICHTHY JIOBXKHUHY 3 KoedimieHToM «1,5»:

1= 1,51.0/2 = 0,751,0,. (86)

Jnst edipiB HOpManbHOI OyJ0BH OTPUMAHO KOE(DILIEHT KOPEJSIil
0,993, nns i3omepHoi OyaoBu — 0,966, a TakoK OTpUMAHO HaMMEHIIIE CTaH-
JapTHE BIIXWJIEHHS HIK 3a IHIIUMH (HOPMYJIaMH.

3a Takoi METOJIMKY BU3HAYEHHS JIOBKMHU MOJIEKYJIH OyJid mpoBee-
H1 TakoX po3paxyHku popmyn (2) 1 (3). [lpu mpomy oTpuMano koedirieHT
kopensii 0,991 g edipiB HopmansHOT OynoBu 1 0,979 ans edipiB i30me-
pHOT OyI0BH.

[Tpuknaan po3paxyHky t.. ckiaagHoro edipy i3oMepHoi Oy10BH (i30-
amin-i300ytupatr CoH 50, t.. = 390 °C) 3a pi3HUMH METOANKAMHU.

1) 3a cTaHIapTHOK METOAMKOI; KapOOHOBA Oy10Ba MOJIEKYJIH

c-C-C-C-0-Cco-cCc-cC.
1 |
C C

KinbKicTh KIHIIEBUX TPYII (BUAUICHO) Ta YMOBHHUX JIAHITIOTIB y MOJIE-
kyni, popmyina (3): M=5; N=10.

ExBiBanenTHa nosxuna rpynu —COO—, npunnun (5x1): [, = 1.

Cepenns 10BXXKHHA KapOOHOBOTO JIAHIIIOTA MOJICKYJIN:
leep= (B+ 5+ 7+ 7+ 5+ 7+ 7+ 3+ 3+ 3)/10= 5,0; 3a popmyioro (2) ¢, = 300
°C.

2) 3a 3ampONOHOBAHOK METOAWKOK. KHCIOTHUI 3aMUIIOK Mae OUIBII
HIXK «3» aroMu KapOOHY, TOMY €KBIBJIGHTHY JOBXHHY IpynH -O- MpHitHs-
To «1». Kinbkicte kiHueBux rpyn (6e3 —O—CO—) Ta yMOBHUX JIQHIIOTIB y
Mosiekyni, popmyia (4): M =4; N = 6. Cepeanst 1oBKHUHA KapOOHOBOTO
nanora lee,= (3 + 8 + 8 + 8 + 8 + 3)/6= 6,33.

ExBiBaJieHTHa JOBXHHA KapOOHOBOIO JIAHITIOTA 130MEPHOT MOJIEKY U
le=1,5.¢/2 =1,5:6,33/2 = 4,75; 3a popmynoro (6): t.. =397 °C.

3) 3a ¢opmyioro (2), ajie 3 BUKOPUCTAHHSIM 3alpONOHOBAHOI CXEMH PO-
3paxyHKY €KBIBaJICHTHOI JOBXKUHU Mojekynu: [, =4,75; t.. = 358 °C.

Bucnoeok. IIponoHy€eThCS METOJT pO3PAXYHKY f.. 7Sl CKJIaIHUX edi-
piB pi3HOI Oy0BH, OUTBIIT TOYHUH, HIK cTaHgapTHHE. OTpuMaHo KoediIli-
€HT KOpeTSLii po3paxyHKy f.. 0,979 3amicts 0,879.
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Jlnist cTaHaapTHOI METOJMKHU PO3PAXYHKY f.. KETOHIB pi3HOI Oya0BH
3aMpoTOHOBAHO HOBY CXEMY BHU3HAUEHHS €KBIBAJIEHTHOI IOBXHHHU MOJIEKY-
JIM, 110 TABUILYE KOSPIIIEHT KOPesllli po3paxyHKy f.. 3 0,879 mno 0,977.
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J.I". Tpery6oB, E.B. Tapaxuo

OnpenesieHne TeMepaTypsbl caMoOBOCILIaMeHeHH s I(PUPOB PA3HOT0 CTPOEHHS

PaccmoTpeno BhusiHEEe 0COOEHHOCTEH CTPOCHHUST MOJIEKYJbI 2PUPOB HA TeMIiepa-
Typy UX camoBocIuiaMeHeHus. 1o pe3ynpraTaM aHangn3a MacchBa TEMIIEpaTyp CaMOBOC-
uiaMeHeHus: 3QUpoB U CrocoOOB TepepaclpeesieHus] MIEKTPOHHON IIOTHOCTH B UX
MOJIEKyJIe pa3padoTaHa YHHUBEpCaJbHasg MeTojuKka pacdera. [IpenacraBiensl koddhduim-
€HTBI KOPPEISIUK pacdeTa TeMIIEpaTyp caMOBOCIUIaMEHEeHUs 3(PUPOB MO0 CTAaHAAPTHON U
MPEAJIOKEHHON METOTUKAM.

KiroueBble cioBa: Temreparypa camMOBOCILIaMEHEHUS, d(up, SKBUBaJICHTHAsS
JUIMHA YTIIEPOAUCTOMN 1IETIH MOJIEKYJIbI.

D.G. Tregubov, O.V. Tarahno

Determination of auto-ignition temperature for esters of different structure

The influence of the esters molecular structure characteristics on the auto-ignition
temperature is considered. According to the analysis of the array auto-ignition tempera-
ture of esters and modes of redistribution of electron density in the molecule by a univer-
sal method of calculation is developed. The correlation coefficients for calculation of au-
to-ignition temperature esters according to the standard and the proposed methods are
presented.

Keywords: auto-ignition temperature, ester, the equivalent length of carbon chain
molecules.
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