Vol. 28 BEFEALFEFR No. 5
2007 4£5H CHEMICAL JOURNAL OF CHINESE UNIVERSITIES 881 ~ 884

TR = 5% Sk T - B A
B E B F B R 5

TH4E, ¥ %, 25
(EBMR2p b2t 2R TR W S A AL A B S SIS, R A m AN PR A 5 5 S0 28, I 450052)

WE  RAHBBEE S TS E (ESI-MS) X 10 s b — 52 W iz - AL &4 1 BB 4 1R 64T T AFSY, 3R
BT HEMBEREE, SRR eIt T T, 455K, 15 R0 07 20 T LS 258 5 o7
BTIEIM-Cl] %, A1 +) ESI-MS" (n =1 ~3) il 32 2 r= A B- s B 2L i 5t L ) I BE WL < 3
Pd—P X Pd—C FRAWTZY, X LERRIE R L2 Ab & 4 S A5 2 o S5 A A T B 1t T 4R .

KRR PRI R - A s RS B TR DS 2L

hESES  0626; 0657.63 CERARIRAD A XEHS  0251-0790(2007)05-0881-04

T IMEAL A PRI B C—C B C-2% JEL T A I S 107 A i Akl 2 — 1 BRI A
RERER S AL, B . BRSO A RIS W A URGE , ) 32 AL Suzuki 55 KR
T, AR SR A HUBERC AT L APMEAL B IE , ST 10 FhEMEAL TR -RERC 5. A
SCOPHT RIS T E NI BOE 20 A, FF XT38 A2 RO TE R 2EAT B TR A A AT, LA B T
MRS YIRS K S PERE , TErTRERITEOLT , WML S WML Heck SO AOALIE SR BEAAIIE.

1 SLIGERSY

1.1 XFE5RF

Agilent 1100 Series LC/MSD Trap XCT ¥ BTk FHAY, JE Agilent 28 F], & HLWE%5 2 AL (ESI) |
KAEEAZH B (APCL) 5 LC/MSD Trap Software 5.3 FUHaAb PR RS0, IFBCA B HEHAE R FH A0 1 91 28
F1.0 mL #ERERS , B30 B A R i 20 B B BT T .

L R - A Y ARSI E A K. i B3k sk S R [ B e 4 A A R R 1Y)
BRI, 78 NayAc 775 T, 5 Li, PACL, ) H BV MRIEAT PRAE RN, AR IO Ak sk 0 e — 2R Ak, i
JGTE CH,Cl, "1%8 PPh, 5% Cy, P fif 45 2 SR AL — 8k W - A 4. Has5Hos T/ 1, st 2o sk

T Q %1%(17_} L) i LB @ )-om = Pd:_’CTT @
| | ¢ |

: < Fe~Pd<”
| Cla cl = | «
PCys PCvs PCys PCy; PCy:
1 (C_\r,H |,\'NPC1:PCIFC, 2 (CsHisNPCl:PdFe. 3 (C_\(,H L\‘NPCIBFPdFC__ 4 (C“H“NOPC[PdFC‘ 5 (C‘ﬁH‘-sNPClPdFC
M=757) M=757) M=801) M=T767) M=7135)
CsHy-n C<H| 1=H C, Hzo-n N
SN Q—{p Q_{p /©/ e p|©
3 o > o il
Fe™pd< Fe "pd< Fe “pq« QLN o N
= |« = | « @?Cl F&Pd™ ) pr N
PPh, PPh PPh, STeNyNA e
N\_/) — Ph
6 (C'«;HuN:PClPdFC. 7 (CF(.H_\HN:PCIPch‘ 8 (CysHssN-PCIPdFe,

10 (CsoHa:N.CIPdFe,

M=T768) M=T726) M=852) o
9 (C3oHuNsPCIPdFe, M=761)

Fig.1 Structures of cyclopalldated ferrocenylimines
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Table 1 ESI-MS”"(n =1—3) data of cyclopalldated ferrocenylimines

i

MS

Compd. M, [M-Cl]*(m/z, % MSZ . M53
relative abundance) (m/z, Y relative abundance) italic peak

1 757 722(100) 406(1), 442(1), 520(4), 602(21), 603(19), 686(8) 519(16), 520(11)
2 757 722(100) 406(2), 442(1), 603(4), 639(2), 686(1) 520(10), 603(100)
3 801 766(75), 768(100) 406(17), 486(1), 520(1), 602(27), 603(27), 686(1) 520(16), 603(45)
4 767 732(100) 406(3), 452(1), 483(1), 566(1), 649(10) 451(11), 483(5), 566(43)
5 715 680(100) 400(2), 597(5) 400(4), 514(4)
6 768 733(100) 471(3), 577(100) , 655(18) 577(100) , 469(1)
7 266 91(100) 427(7), 429(6), 535(99), 613(23) 535(100) , 427(2)
8 852 817(100) 553(2), 555(4), 661(100), 739(34) 661(100), 553(2)
9 761 726(100) 303(100), 304(20), 422(3)
10 754 719(100) 297(8), 298(38), 422(21), 641(97)
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Fig.2 Proposed mechanism of the generation of fragment ions of compound 1
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Fig.3 Proposed mechanism of the generation of fragment ions of compound 6
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Fig.4 Proposed mechanism of the generation of fragment ions of compound 9
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Studies on Cyclopalladated Ferrocenylimine-phosphine Complexes
by Electrospray Ionization Trap Mass Spectrometry

YU A-Juan, WEI Kun, WU Yang-Jie "
( Department of Chemistry, Henan Key Laboratory of Chemical Biology and Organic Chemistry,
Key Laboratory of Applied Chemistry of Henan Universities, Zhengzhou University , Zhengzhou 450052, China)

Abstract The mass spectrometric characteristics of ten cyclopalladated ferrocenylimine-phosphine complexes
were investigated via electrospray ionization trap mass spectrometer ( ESI-MS) in a multi-stage MS full scan
mode. The mass spectra were interpreted according to the fragments of these compounds and their fragmenta-
tion patterns were proposed. The results indicate that the strong [ M — C1] ¥ ion cluster was obtained in the
positive mode. The positive ion produced by full scan ESI-MS" (n =1—3) of each compound gave charac-
teristic fragment ions formed via the cleavages of the C—P bond and Pd—C bond in these molecules. These
characteristics can be applied further to the elucidation of fragmentation of this analogue.

Keywords Cyclopalladated ferrocence derivative; Electrospry ionization trap mass spectrometry ; Fragmenta-

tion mechanism (Ed.: H, J, 7)



