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Fig 1 Geametric structure of levofloxacin lactate sam i-hydrate
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Table 1 M ass spectrum data of M S-E | for levofloxacin (L VFX)
El (70eV) EI(25eV)
(Calculated
(lon)  (Fomula) /mDa /% /mDa /%
mass) (M easured mass) (M easured mass)
M CisH20NO4F 361 143 8 361 143 6 - Q2 100 O 361 1434 - 04 100 O
A CuHaNO2F 317 1540 317 153 6 -Q04 12 1 317 151 7 - 23 76 4
B CuHuN2F 246 0805 246 083 0 25 88 246 080 6 Q1 26 1
C CaHN 71 073 5 71 0755 20 85 71 074 5 10 257
D CuHdN02F 2310570 231 058 2 12 49 231 058 1 11 19 6
E CuHMNO2F 204 046 1 204 050 2 41 10 - - -
F  CuHiN=02F 316 146 1 316 147 8 17 30 316 142 8 - 33 14 8
G CiHiN02F 302 1305 - - - 302 130 8 Q3 56
H CieHiNgO2F 300 114 8 - - - 300 1121 -27 43
I CuHiN02F 289 1590 289 126 6 - 324 11 289 124 8 - 342 37
* 1x 10 4 ,
2 Cl
Table2 Data of M SCI for levofloxacin (L VFX)
CI(CHa4: 1 0x 10" 2 Pq) CI(CH4 1 0x 10" °Pa)
(lon) (Fomula) (Calculated mass) /mDa /% /mDa /%
(M easured mass) (M easured mass)
M+ H CisH2N04F 362 151 6 362 150 6 - 10 100 O 362 153 7 21 339
M  CisHaN4sF 361 1438 361 144 9 11 229 361 1431 -Q7 100 0
M -OH CisH1N 03F 344 1410 344 1450 40 212 344 144 5 35 25 1
A CiH2NO2F 317 1540 317 153 4 - Q06 33 317 154 3 Q3 10 6
B CiHuN02F 246 0805 246 077 7 - 28 14 246 082 4 19 89
C CHN 71 0735 71 0747 12 Q6 71 074 8 13 35
D CuHdN202F 231 0570 231 053 3 - 37 Q4 231 055 0 - 20 36
F CiHiN02F 316 146 1 - - - 316 150 5 44 24
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Fig 2 Fragnentation pathway of levofloxacin

(The two dataw ithin parentheses are ion abundancesmeasured under 70 &/ and 25 eV , regectively)

HCN
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Study on Fragmentation Regular ity of L evofloxacin L actate
by Tme-of-FlightM ass Spectrametry

L IQian-rong, YN Hao
(Structure Research L aboratory, U niversity of Science & Technology o China, H & ei 230026, China)

Abstract: Time-of-FlightM ass Spectrometry (TOFM S), with different electron energy for El and
different gaspressure for Cl, of half aguo complex of levofloxacin lactate (LL ) were studied There
was no molecular ion of LL aswell as its half aquo complex in both EM SandCM S, butmolecular
ions w ith abundance of 100% of levofloxacin (LV FX) in both Eland CI [M + H)]" mass ectra
w ere gppeared A prominent fragnentation rout of LV FX wasan elim ination of CO 2 from molecular
ion at m/z 361, forming cation A atm/z 317, followed by the cleavage of piperizine ring creating
caionB atm/z 246 and C atm/z 71 Further fragnentation pathw ay w as the formation of cation D
atm/z 231 from B. A |l the abundances of fragnent measured under 25 &/ in Elw ere greater than
those under 70 &/. For CM Sw ith nomal gaspressure (Q 01 Pa), the abundanceof [M + H]" ion
gppears as 100%, w hereas all of abundancesof fragnent ionsw ere very snall W hen the gaspres
surew ere reduced to 1x 10 °Pa, the abundanceof [M + H]" ionw ere reduced to 34%, w hereas all
of abundances of fragnent ions in CM Sw ere increased as large as those from the normal EM S
Key words mass gpectrometry; study on fragmentation regularity; time-of-flight mass pectrome-
try (TORV S), levofloxacin lactate; levofloxacin
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Progress in Identif ication of Protein Phosphorylation
by M ass Spectranetry

HUAN G Zhen-yu', YU Yan-ling"?, FAN G Cai-yun', YAN G Peng-yuan
(1 Chemistry D gpariment, Fudan U niversity, Shanghai 200433, China;
2 Phamaceutical College, Secondary M ilitary M edical U niversity, Shanghai 200433, China)

Abstract: Protein phoghorylation is a key event in signal transduction To understand signaling
processes, we must first acquire an inventory of phosphoproteins and their phosphorylation sites
under different conditions Because phoghorylation is a dynamic process, elucidation of signaling
networks also requires quantitation of these phogphorylation events In thisarticle, weoutline sev-
eral methodsfor enrichment of phoghorylated proteins and peptides and discuss variousoptions for
their identification and quantificationw ith gpecial enphasison mass gpectrometry-based techniques
Key words mass gpectrometry; proteomics reviev; phoghorylated protein; peptide



