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2 ItTHERMiTie
2.1 HHBEBIERNETIRANSTFEFANITEMNBRAIETFTNREANRERE) . EEH
P(IP)RREHE( m/z2 ) FE L FiE2 $,

Rl EBMSFEFRUHEMNBFIBEFNRAHAGE(E) . BAEBC(IP)HRELE( m/z)
No 1 2 3 4 5 6 7 8 9

E(a.u) |-1162.29| - 825.33| -332.30} -712.92| -~ 447.15| - 697.74| - 450.85 | - 834.19| - 317.61

IP(eV) 14.85 15.62 14.95 15.50 13.43 15.47 8.80 9.96 25.20

m/z 94 77 66 65 17

No 10 11 12 13

E(a.u) | -721.461 - 433.96| - 706.45| - 450.61

IP(eV) 9.08 24.28 9.07 22.57

mlz 28 29
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R2 XHRSTETFRUENBABZTARAIHAEE) . BHXRE(IP)MRFLE /)

No 14 15 16 17 18 19 20 21 22
E(a.u) |~1317.43) -841.10| —475.59| - 825.33| - 488.03 | - 1147.12] - 167.84| - 697.74} - 514.14
—1
IP(eV) 14.49 15.88 10.78 15.62 11.90 16.11 | 9.77 15.45 | &.51
I
h A\ SN
miz 108 78 77 97 65
{ BN
No 23 24 25 26 ‘ 27 i 28 29 30
__l #__.-._
E(a.u) | —850.34| - 465.57| -- 834,19 --480.38 | - 1155.65| - 158.28 | - 706.45| - 606.37
————— +
IP(eV) 9.65 19.82 9.96 20.33 8.79 22.41 9.07 19.52
m/z 30 3] 15 43
2.2 it

2.2.1 RELEBUAKESNIESFHRN, EREF, - TITETHIERE~EHN
BA BTREEEHFOFERFARAMERARIRY, B-ITRESESHBNES BRT
REBERHHRAMENRN , MCHMKRNEEFRSTETOREFREPHRA
— RPN, EREMT
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14 15 16 (10.78eV)

TN O et

23 (9.65ev) 24

RE S F U (STEVENSON) L™ Fe R B B U MR L, GMK
AARMF 16 23BAEEABMSHN N 10.78 eV M 9.65 eV, EHF T ERELE 15
ARt BRBRESE5FSNIERGCRNMAR KR, LKA AT L6 EXB A
ERBMOSTFETFABRENFZERSNIERN., HERFIFRIMKR I+,

R3 FROTFEFRTENENIBREPRAINERBEUNSERSNIERY

A REE & Fh 4 8B LR A D B E C F
¥ H No 3 8 5 10 7 12
BB L eV 14.95 9.96 13.43 9.08 15.47 9.07
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R4 FHRUTENEHSBERGRFNAERCNSERSNIERNY

A R ) & T 2 #F R AL G K H L I M J N
B A No 16 23 18 25 20 27 2 [ 29
BB L eV 10.78 | 9.65 | 11.90 | 9.96 | 9.77 | 2.7% | 8_51_ 2.07
BEHESNEIERN G H_ B i_—l- [ N

MNEIHRINERBL B FRTORPBRUEFPSEMNESFHIERN R
ABHMC, EXRBI TSR LPEMESLHNIERNE G.HIMN,
2.2.2 REYBREEAVHE SREMSBRE, “YHNEREBREE AR EH,
ARPFERGERN AENBESH#HT. ARTUHNAEFYERNYNEREEY
HaMERNKE, EEXBNERPRYTE 4B P . SERFNTESBERN
MEEREFES P,

RS FRNEXFRDTREFSERFNEIERENERE(LE)

MR N A B F G H I N
AE 4.66 2.23 5.23 1.04 4.37 2.77 4.91
RBERNPHERETF m/z 66 93 78
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G IE HEE M3 F B (RA)HE,
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Abstract

The decomposition reaction of molecular ion of phenol and phenylmethylether had been stuied
bv molecular orbitals theory . The ionization potential and inner energy of ions and fragments which
were produced in decomposition reaction were calculated . The theoretical calculation was performed
with semiempirical quantum chemical method AM1. (1) According to the Stevenson law, the positive
charge should be located at that fragment whose ionization energy is lower than others.(2) Compar-
ing different reaction,the preferential reaction should be that one in which the reaction enegry is low-
er than others.In the decomposition processes of phenol and phenylmethylether, the results of theo-
retical study and results of experiment were identicallv. The experiment was performed by linked scan
of magnetic field and electrostatic fiels of mass spectrometer. The initial fragmentation of phenol and

phenymethylether molecular ion in mass spectrometer was interpretated .
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