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(Leu) IR =EER (le) 2—UBkk, ERATCNEUEREER, TAERAETRIENG
GHRMNBARX D, ETBFHBRMBEL=EMNERARET —FHEaSN@RA
R, XERATATXS Leu/lle MEMBSMATRE, FIINRLTR (Asp) MIRFRL
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NSRS H0REY, AN, Asp BEBMILA isoAsp 5F
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BRIV ERRFIIDITHNRRENE, T 7 HE
BREEMERIGEXEE,
RIRMCHLFBFRBERA ARG R EXD Cell 5 RIRFAMIEIE
S5 (CID) M8th, EEBNERRFIIHITESE. BEAHIR
. BHE 7 ABFIULERERNEDVRRER, FEw
BF, TAFXS Leu M 1le™, Asp BHKA isoAsp 5%
RERERT, X LUQMASTERR ¢ M z BB F4H 57 Da
A mIE" o,

AN AEIRNAB T FERAEE ExD Cell #ITHEFERMBEEN
Agilent 6545XT AdvanceBio LC/Q-TOF 342t F12E A B TR
R, SRR, FRSKNTEZER, T MS/MS FIEE
REET RIS ER, REBTEERWAKENRETAR
EE/D, (B ExDViewer PILAE £ B 5 TR Z A E
B B E S MIsERE A7 6545XT AdvanceBio LC/Q-TOF
MR BEMEREES ExDViewer HHESHIT O, NEIE
SHrEREREFTANSERRFYNEERIERETEHN
FRR %,

SRISER Y

S5 Em
- BEK/AEREREERAESFER, 99.0+%, Optima
LC/MS 2% (EF4= A-117-50) , Fisher Chemical

- ZfE, LCMS 4, 99.9%+, OmniSolv (BFFS AX0156-6) ,
Supelco

— REALLYisoD &AL (BRfFS 4144889) , Bachem

- Fzx (BHS U6253), Sigma

- RECIFERAR (61969-85000)

ESTYIPUSE

AT EREET 20 °C FLUSDH. 21, RIFEmE 15% 2
f530 0.01% RERFER, FmIRLREN REALLYisoD Ak
1T uM FZZE 10 pMo
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— Agilent 6545XT AdvanceBio LC/Q-TOF

— Agilent ExD Cell (G1997AA)

Ly4Es
- Agilent ExDControl {4 fxrs, v3.6

- FTF LC/TOF #1 LC/Q-TOF #Y Agilent MassHunter R&E#
%, v11.0

— Agilent ExDViewer 2Xf#, v4.5.14


https://www.agilent.com/en/product/liquid-chromatography-mass-spectrometry-lc-ms/lc-ms-instruments/quadrupole-time-of-flight-lc-ms/6545xt-advancebio-lc-q-tof
https://www.agilent.com/en/product/liquid-chromatography-mass-spectrometry-lc-ms/lc-ms-instruments/quadrupole-time-of-flight-lc-ms/exd-cell-for-lc-q-tof
https://exdviewer.agilent.com/
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PR @I 500 pl 7FHE8LL 20 pl/min WIRE B Z#H
B, New Era J¥53R (BS 300) AF#E, FREEFE
BHBPER PEEK BARBEFMSINTROWBSIR (AJS) IR
MEESHED, EAAE ExD Cell B9 6545XT AdvanceBio
LC/Q-TOF #4179, 7 MassHunter K& v11.0 &
REBTEMERES L. A ExDViewer v4.5.14 D iThERLE
%o 6545XT LC/Q-TOF AUFARNEEZHFI TR 1 o

£ 1. Q- TOF LC/MS BUERESE
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Agilent 6545XT AdvanceBio LC/Q-TOF &%
BFR RIS ERER TR
R E
SKEE 325°C
FIESTR 5L/min
S 20 psi
HRRE 275°C
SRR 11 L/min
EMESHE 4000V (GZZ) , 3200V (fk)
TE0E ER R 2000 V
BB E 175V
SEFLEBE 45V
RERE 1 FRiE/#
SEEO % (9 m/2)

MS1 BRIESERE | 100-3200 m/z

crEs 120-3200m/z (Z%
MS2 it sER 2 (2%)

120-2400 m/z (BK)

ExD Cell 12{F

ExD Cell 2 6545XT Q-TOF LC/MS &AM 1NiEER, AISLILE
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f#F ExDViewer #1T8E@E 2 1R

ExDViewer @—R % EWHE TR, LT Q-TOF MS/MS %1
BROVFRE ZRkIE A RELHITAI S RI97. ExDViewer 127
—MIRREMBIFER DT LR A R REE HRNE
WER, ZREN— N EBH AR ERMN SRR
iSOAsp B+

BirBERITIEREATREREXSERFEIIHITT
EERyEREMYRERENX, EFEE T FIIMz/)
MEXBES. EXBERYGE, AIE Jd XGEEENHEE
ExDViewer R TEAMIBRETR. E 1 2R 7T BAFEIRT
T’Emﬁfﬂﬁu)\ﬁﬁﬁ’ﬁ?%ﬁlo AP BIEE SR EE R ExD
ERSTHIRGIME LA H TR, HWESE FHITIER

M51 m/z Tolerance (ppm) | 200 MS2 m/z Tolerance (ppm) | 200

Add Tasks and Presets:
W1 Average Spectrum MS1 (@) MS2
RT tolerance (seconds) | s.0
®) Peak picking Use centroids and noise threshold fro ut file
Run baseline filter
w Correct precursor m/z and charge if un-reacted precursor found during deconvolution
w Re-calibrate m/z based on high-confidence MS/MS fragmentation ions

W Use presets [Deconvolution and Matching Settings are now locked]

Ton Identification Quality Restrictive (@) Default Permissive
Fragmentation aly] ®) ExD
Iterative Matching Single-pass (@) Multi-pass (for overlapping ions)

%J‘E Ui
Input Spectrum Selection Peak Picking Deconvolution Matching
Next > () Cancel

Add Spectra: (@) From file From instrument From manual entry

Input File d raw, .mzML, .mgf, txt raw (dir)
Agilent, Thermo, and Waters vendor formats are supported along with open-source and text-based formats.
Input data type: (@) profile centroid ead from file
Add Target: ®) From Target Editor From MZID No Target

Variable Modification Search

Batch Analysis

BAD peptide:BclBADp complex;bcl-XL Target Editor
D Target name Sequence Monoisotopic Weight

[:] N protein SR domain SGSRGGSOASSRSSSRSRNSSRNSTPGSSRGTSPARMAGNGGDAALALLLLDRLNQLESKMSGKGQQOQQGOTGTENLYFO, 8271.03809

[:] bel-XL SASQOSNRELVVDFLSYKLSQKGYSWSQFSCVEENRTEAPEGTESEMETPSAINGNPSWHLADSPAVNGATAHSSSLDAREVIPMAAVKQALREAGDEFELRYRRAFSDLTSQ  23393.2793

D REALLY ISO D REALLYDELIGHTFLK, 1917.03601

[:] Protein G MDPYPLPKTDTYKLILNGKTLKGETTTEAVDAATAEKVFKQYANDNGYDGEWTYDDATKTFTVTEKPEVIDASELTPAVTTYKLVINGKTLKGETTTKAVDAETAEKAFKQYAN| 214297598

[ 1eF MFPAMPLSSLFVNGPRTLC(Dehydro)GAELVDALQFVC (Dehydro) GDRGFYFNKPTGYGSSSRRAPQTGIVDEC(Dehydro)C(Dehydra)FRSC(Dehydro) DLRRLEMYC(l  9105.34863

[ Thioredoxin JTFNICDGPDFODRVYNSETPYVYDFHAOWC (Dehydro)l GPC(Dehyvdra)KILGPRLEKMYAKOHGKYYMAKVDIDDHTDLAIEYEYVSAVPTYVLAMKNGDYYDKFYGIKD _11858.0439
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FHEBEE: 99% (FENEEF)

4. ExDViewer £MFFIBEEE, S EENSARTELRENE T, CID M ECD LA 1A BT SMIEERRM c/z isoAsp BFHEFRE, EEIARRER
BENEGMEANEFEE, BESURITD. XE, TERTKRBHET isoAsp BF z,3- 57 IR M EERS.
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