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Optimization of the major parameters of MS-Fit in peptide mass
fingerprint identify proteins
PENG Yong—bo,et dl

(Department of Pharmaceutical Analysis,College of Pharmacy,Chongging Medical University)
[ Abstract] Objective:To optimize the major parameters of bioinformatics analysis conditions in process of PMF(Peptide Mass
Fingerprinting) identify target proteins. Methods:In this process of experiment design and analysis,we made the Bovine
Carbonic anhydrase-2 and BSA from 2-DE gel,after proteolysis with porcine trypsin and gathered the peptides,subsequently
identified with MALDI-TOF MS and got the peptides mass data. Then,we selected database of Swissprot and MS-Fit search
engine,the standard Carbonic anhydrase-2 protein used as model to set up protein search standard conditions. Results:Our
study showed that the cysteine was modified by carbamidomethylation more convenient in protein search,at the same time,the
better mode of mass tolerance was percentage and 0.1% was suitable tolerance in our search. Then we used BSA mass data to
check the accuracy of MS search standard conditions. Conclusions:Results show that the optimized parameters are reliable.
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®1 MS-Fi 8RSHinH

Tk AR B R AP E R FEAFHK
D1,D4,D7 u acrylamide 0.1
D2,D5,D8 /carboxymethylation 0.5
D3,D6,D9 / Carbamidomethylation 1.0
B1,B4,B7 % 0.1
B2,B5,B8 0.5
B3,B6,B9 1.0
P1,P4,P7  ppm 100
P2,P5,P8 500
P3,P6,P9 1000
M1, M4, M7 mmu 100
M2 M5, M8 500
M3 ,M6, M9 1000

P 1.2.3 WA R X RE acrylamide #1;4.5.6 45 B9 2 XF BL carboxymethylation #51fi ;7.8.9 44 B3 B & X B Car—

bamidomethylation 1141

F3 BSA MS-FIT AR

ik géﬁiﬁ/%lﬂﬁ - S~ ME)WSE FIEE  AREER -
e HIEE 184 (%) (%)

B7 69ku/5.8  69294/5.8 BSA PO2769  1.59+6 1 53.6 85.0(17/20) 1

D8 69294/5.8 BSA PO2769 258 1 8.2 20.0(4/20) 1

P8 69294/5.8 BSA P02769 452 1 109 25.0(5/20) 1

M8 69294/5.8 BSA P02769 25.8 1 8.2 20.0(4/20) 1

(%) .1.0u(% ) .100ppm(mmu ) .500ppm(mmu) .1 000
ppm( mmu MERF BN E R M ; AT, BT F
bt & R acrylamide ., carboxymethylation . Carbamido—
methylation & 1fii X R R = A I, BiES
Bk EIFE 1.

23 PMF#%#£R

2.3.1 MS-Fit B ELEER X Bovine carbonic an—
hydrase 2(CA- 11 )i PMF (38, ¥ B % 1 FrFIH%
R R BY I 2 S BB TE Swissprot $UHE B b #E1T
BROERYITE 2, 36 MAGT, BEpERmE
Wit acrylamide E4fiRY, TERBAHHER/ DS
#+F . % 9 #(D1.D4.D7.P1.P4.P7 M1 M4 M7) B
HEBNE R EHE; [T Carbamidomethylation H. car—
boxymethylation | TR REHEHE; RIEFIE
R RBE U S R R ARG R R,
FEE 0.1% R AE, HKAE 1u #1 500ppm (mmu) .
WA, BATE SN EBE T BENTEAHEA

B, AR B UG g B F0 7 5 B 22 K18 T IR &S
Ho
232 MS-Fit @RWNASE RELU LIRS
SRATHL: (1) M0 B P78 5 B IR VIAL RN 1, i
FE S Swissprot B E T B R PMF 43t B, Mass
tolerance SR A M LA B I RIEEH, (2)
TE % £R 2 bt & BR BB i B}, Carbamidomethylation H
carboxymethylation F acrylamide A8 X} %28 5 i %% 1)
RiEEH,
24 &G BSA B EALAHEER

¥ MS—Fit R KT B MW 54 68~72ku, PI
BN 5.6~6.0, R Ja B4k 4 89 S %0 B I ik
BSA, ¥8 8| TAREF ISR, BB TS ERE A
ERER, 4IRIE 3.

3 i #


http://www.cqvip.com

— 772 —

P 000 http://www.cqvip.com]

EXERKFFIR 2008 £E 335 E 78 (Journal of Chongging Medical University 2008. Vol.33 No.7)

£2 MS-Fit I ELER

MW/PL 53 F &/ FB A MOWSE 5 RFIHIEZR KRBEESR
ik — A ®ics ) g
R BiEH{E Ba (%) (%)

D1 29ku/6.4 29 114/6.4 - - - - - - 0
D2 29114/64  CA-TI P00921 93926 1 31.9 61(8/13) 1
D3 29114/64  CA-1 P00921  1.74e+8 1 569 92(12/13) 1
D4 29 114/6.4 - - -~ - - - 0
D5 29114/64  CA-1 P00921 117514 1 31.9 61(8/13) 1
D6 29114/64  CA-1 P00921  2.54e+8 1 56.9 92(12/13) 1
D7 29 114/6.4 - - - - - - ]
D8 29114/64  CA-1 P00921 117514 1 31.9 61(8/13) 1
D9 29114/64  CA-1I P00921  2.54e+8 1 569 92(12/13) 1
Bl 29 114/64  CA-1 P00921  2.27e+9 1 66.9 100(13/13) 1
B2 29114/64  CA-1 P00921  5.78e+8 1 70.8 100(13/13) 5
B3 29114/64  CA-T P00921  4.97e+7 1 717 100(13/13) 15
B4 29114/6.4  CA-TI P00921  2.30e+9 1 669 100(13/13) 2
B5 29114/64  CA-1 P00921  5.70e+8 1 70.8 100(13/13) 4
B6 29114/6.4  CA-1I P00921  4.12e+7 1 717 100(13/13) 13
B7 29114/64  CA-1I P00921  2.72e+9 1 66.9 100(13/13) 1
B8 29114/64  CA-T P00921  6.73e+8 1 70.8 100(13/13) 6
B9 29 114/64  CA-1 P00921  4.87e+7 1 717 100(13/13) 13
P1 29 114/6.4 - - - - - - 0
P2 29 114/64  CA-T P00921  5.69e+9 1 66.5 100(13/13) 1
P3 29114/64  CA-1TI P00921  2.27e+9 1 66.9 100(13/13) 1
P4 29 114/6.4 - - - - - - 0
PS5 29114/64  CA-T P00921  5.75e+9 1 66.5 100(13/13) 1
P6 29 114/64  CA-1 P00921  2.30e+9 1 66.9 100(13/13) 2
P7 29 114/6.4 - - - - - _ 0
P8 29114/64  CA-T P00921  6.80e+9 1 66.5 100(13/13) 1
P9 29114/6.4  CA-1I P00921  2.72e+9 1 66.9 100(13/13) 1
M1 29 114/6.4 - - - - - - 0
M2 29114/64  CA-T P00921 93926 1 31.9 61(8/13) 1
M3 29114/64  CA-T P00921  1.74e+8 1 56.9 92(12/13) 1
M4 29 114/6.4 - - - - - - 0
M5 29114/64  CA-T P00921 117514 1 31.9 61(8/13) 1
M6 29114/64  CA-1I P00921  2.54e+8 1 56.9 92(12/13) 1
M7 29 114/6.4 - - - - - - 0
M8 29114/64  CA-I P00921 117514 1 31.9 61(8/13) 1
M9 29114/64  CA-T P00921  2.54e+8 1 56.9 92(12/13) 1
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