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B 2-14 XIC iEHJLETIEHE

XIC Selection Ranges =

Mote: Selections are automatically adjusted to the actual renge
of the comesponding peaks (at half height).

Hold the Cantral key when generating ¥ICs to use the ranges
without adjustment.

[] Only show this dialog again if the shift key is down

OK | | cancel
K 2-15 XIC
[Spectrum from Bromocrip_IDA-DES alone_T=1.wiff (sample 1) - Bromocriptine T=60 min 30uM (...} oo =
File Edit Show Graph Process Bio ToolKit Window Help -8 x
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K 2-16 SN XIC

|[XIC from Bromocrip_IDA-DBS alone_T=1.wiff (sample 1) - Bromocripting T=60 min 30uM (dil...
Ifile Edit Show Graph
FE =~ AEEB®k

Process BioToolKit Window Help
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Sed 4

Intensiny
£
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I Spectrum from Bromocrip_IDA-DBS alone_T=1.wiff (sample 1) - Bromocriptine T=60 m... E

BELes - %sheoe - aaxm il FAEEE® =

- @ XIC from Bromocrip_IDA-DBES alone_T=1.wiff (sampl...t 1. -TOF MS (100 - 2000): 652.214 +- 0.025 Da +
@ XIC from Bromocrip_IDA-DBS alone_T=1.wiff (sample...ent 1. -TOF MS (100 - 2000): 668216 +/- 0.0100Da —
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Spectrum from Bromocrip_IDA-DBS alone_T=1.wiff (sample 1) - Bromocriptine T=60 m... | = | & |[sl
BELr - e - o Ll - FREBES® Iy

— @ XIC from Bromocrip_|DA-DBS alone_T=1_wiff(sampl_t 1. -TOF MS (100 - 2000): 652 214 +- 0,025 Da +
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1. RARANSLL TIC AT iEsmIRESE, iy Show > LC/MS Contour Pane, #RJ51EAE RGHIZE
LB TR RS “RIFESNEHERS 07 Bbs, XFEHR AR G5 2.
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Appearance Control. 1ES [ {HZ K EMEMSEIEH .
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['Bromocriptine T=60 min 30uM (dil 30x in Water) 5 min Grad Luna C18 (... = R <=
File Edit Show Graph Process BioToolKit Window Help - & X
Bg@ e BQADCE
‘Bromocriptine T=60min 30uM .. -DBS alone_T=1.wiff (sample 1) | il
e CV=I=1=T
‘Bromocripting T=60 min 30uM (dil 30x in \Water) 5 ._t 1 of Bromocrip_IDA-DBS alone_T=1.wiff (sample 1)
= 15m )
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&
g
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3. ¥ min %EN 0.01. XFEEREALT 0.01% FRUER A 20 S k.
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*Bromocripting T=60 min 30uM (dil 30x in Water) 5 min Grad Luna C18 (1:100mm) 2.5u_250ul/min 40C50pg... = [0
TIC firom Bromoonp_IDA-DES sl ament 1. -TOF M5 (100 - 2000) Bromocnptine T=E0min 30uM _-DBS slone_Te1wif jsample 1)

Bromocnpbne T=60 ren  30uM (&l 306t in Water) 5 min Grad Lu..1, Expenment 1 of Bromocnp_IDA-DBS slone_T=1.wff (sample 1)
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AOSEE T o~ - » max
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0.01 B oo 5 cscene

A BoR TEZEMER. EERAERMINTERXARTEW, AR 2 LT O8 B I (] #0 H 2
HE IR AR I St

4. #H Log scale HikHE.
19 78 PRV e A S BB FE G (AR SRS 4r U RoR) , A smib BARER EEER, 61
wi: 4 - 4.5 SrBh AR (BLEJEHE 600 - 700) .

5. EFIXANXE, AAEHRTE OREEBREEME” KR,

feant ] DR RS 24 X A Y B
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‘Bromocriptine T=60 min 30uM (dil 30x in Water) 5 min Grad Luna C18 (1x100mm) 250_250ul/min 40CS0pg-. | | (=) [micie)
TIC from Bromocp_IDA-DBS alo...siment 1, -TOF MS (100 2000)| Bromocrptine Te60mn 30uM . -08S alone_T+1w (sample 1)
e gADE= e =
Bromocriptng T=50 min  30uM (il 30w in Water) 5 man Grad Lu .1, Expeniment 1 of Bromocnip IDA-DES slore_T=1wiff (sample 1)
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7. SRR, RAE .

A2 KRB ST

3 £

AFTHRS T IR AT T e

o WIS, LRSS TIC.

© ESHLE, DAE R AR
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£ IDA KB R, A e MRS TP BEE T SR e AR ERS, W] B3 MS/MS Jiik (R
FIRERT MS3) HidE. WS WESH, EREN BNHIRETAE T E CRevr ik
&), DUBRFE— LC IS AMmis. /R, R EBIURIE. ASh T
H bt i IDA, Frbh—fe BAE LC MR AE somtil, (HR )5 & vl Re A e itk

B AR IEAAREE TDA KR TH . ATy TR#T TIRER.
JFUR T R AT AT E 1

WoR A I RLE A

Lo Bl T HAAE) “4TIREAR” bR,

Select Sample XJTi1HAERIZHTIF.
2. W5 Sample Data M AikE, MED Browse FfHI4E Sample Data {432,
3. #%EPE Bromocrip IDA-DBS alone T=1.wiff X, SR)5HEd7 OK.
4. 7£ Open IDA Sample XTTEHEH, Hiidi With the IDA Explorer, #RJFH.idi OK.

FEF7 2 B SO R BT AT i, 2R e A2 R A1
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Kl 3-1 IDA HE#

DA Viewer for Bromacrip_IDA-DES alone_T=Lwif (sample 1) =3 fc8 =
Bi-aiklL iQEEEw BAFLr s hew- 4408 <
+ Fltenng Controls al Spectrum from Bromocnip_I0A-DES al. MS"2 {100 - 2000 from 0.130 min +
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5. TEATHMCH, 4R 4 — 5 A 8hCLJ% 640 — 700 Da MIXIR, dhibriés e R IR G S
HHK

M (E 3-2) HERAMMER. R 495 EAE, NS Show Options ElbxFt:
% Options MfUGEHER] General &I+ A Merge spectra with similar precursor
masses HikHE.

XA PIREE T K& MS/MS g, REEIEIEIET A2, (HAASREREMFEE. b,
AR R R IR NMEUREE T MS/MS B

6. QRLLRE, KIEREEETIE n/z A 668 Da F| 672 Da Z|AMXIK. iHSH & 3-2
R A THTAR
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Kl 3-2 IDA EE &
Ak wikL 0QEBEe® @Rl ABEBEEe =
+ PFeing Controls | |5 Faeing Contrels |
Gragh | Tabla | | Gragh | Table |
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K 3-3 axif Al ATk TR XIC

[IDA Viewer for Bromocrip_IDA-DBS alone_T=1.wiff (sample 1]] E [t |
File Edit Show Greph Process BioTeolKit Window Help - & x
F@Ee~~ BQEBEE®
BE-wmillL BQAEBEE® Sl hs % Ao @
+ Fitering Controls al Spectrum from Bromoc...000) from 4.208 min +
+ - Precursor: 669.2 Da -_—
Graph | Table | : &
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10

13

i Show Options bR, &+ Merge spectra with similar precursor masses Hi%AE,
SRIGH Mass tolerance WE AN 10 ppm, ¥ RT gap tolerance WEH N 0.03 758 (%%
M g2y 2 #b 55 o

i 0K,

R WRHERY XA IE Fo v P g TR I XTIC. o B P N 5 A s ) 23 M A
W FEARVLEC, Tl AbER, B DL A B3 BRI B FH e ey

PLIXF T A IR EIR B AR = 669.2 & (4.21 Z8h. 4.28 28hF1 4.46 %P) . IDA
B 28 WS R EB IR SR Bon B & 3R RE, ARG s & 5 B A 52 5 1% 1) s 2.
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B 3-4 Fiitk: m/z 340 F| 680 ] 4E i X 12k
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IDA Viewer for Bromocip_IDA-DBS alone_T=1.wif (sample 1) Spectrum from Bromocsp_IDA-DB... 2 (100 - 2000)fror| « |
Mrd s [wxie - aam L @A S
— & Spectrum from Bromocrip_IDA-DBS alone_T=1.wiff(.._niment 4, -TOF MS"2 (100 - 2000) from 4_260 min +
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‘With 2 other merged spectra &

@ Spectrum from Bromocrip_IDA-DES alone_Te1 wiff (s, periment 3, -TOF MS™2 (100 - 2000) from 4,274 min
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TUE IDA HdE

IDA Explorer & HIRZiLNERY, TIH T4l AL BCEANEE )8R, A i st

ZRIEAT T IR

1. fEEELE Y, By “RIFESIERIERE D7 Bir, RERETES TR Filtering
Controls ZZiHHIEHFR.

Kl 3-5 138 IDA Fids

—| Filtering Controls

Time: J ;

m.z: J :

TIC: J J

Guality: J J
J y
J y

Mass Defect: ;] J

i OH 2 MBI EIERNE, AR —AN AT H AT R BdE B A F R AR . ek
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HoAh L & 2340 P

© TIC: BB MS/MS WL rp s nm s RAMIRE . 385 H T MHER /N i 75 4

* Quality: ¥8KT 1 NEIEVRIERE RS E, — BA KT HE BB A G, X061
iR

e Matched Int. (%): f#/ Fragment Matching I, A% iE CE0RE A0 H 4 £ 2 3R 4T A
B RAR I HE HVEAS

* Similarity: ¥{COREZSHIL lglﬁf_fﬁﬁ ZINRERT H T & 55250 K b )1 @ e A i
R R AR NI 5 R AR . ES RS IEE .

* Mass Defect : Efﬁﬁ%*ﬁ%’]‘ﬁ%ﬂﬁ%ﬁﬁ\ﬁo TR T F AW =R
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* Defect in Range: FRHANHEZTHMIGHEALS, WAE R E X2 EH AR R ETE
HRTHE. RS EXRVEE, I IXANE N T e 2 S N RS .
VGBI TZE Options NfiHHER] Mass Defect &I FiXHE.

* Isotope pattern: ZEIEMERVIH ¥ — N E AR RE AT IELRNH T MS &5
o WEtRU, REMNEEMIiEE T EaREA, FoBRHdh s, XeEpny
1 Options X1EHER) Isotope Pattern &I FiE.
BN R AR R A A AN, T TR E . WG E—EE, REEEEA A
1H,
2. WEHOEE I AT, MO HERR R, B TIC (4. 1e3) B{ Quality (1) fEHAY
RIEKEHSEHRARSR. BRIK TIC RIS EN 203, HALSEHEEN 0.
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650 Da KRRV, FFHIZIXIE (4.40 4080 WHE—NEHE n/z LEET 652. 2211
R R B A

4. gl Filtering Controls 5514 [ AR AT Kt id SE a4 il o
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I IERS -
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L fESEELEN, midi 652.2211/4. 40 AMEdE S GREEAL) , Read “wESHE
CHFAMEST 73D 7 Elbs.

R FTRER EEAA.

2. il “WEZHIER (HTHALEIT ) 7 BRss5amEk, RIRHREE Overlay

Reference Spectrums

3. i 654.2185/4.39 MbIEE .

SR W ELf H Overlay Reference Spectrum 1€ 5, W/xMAEMEH G SNIIS%
WEE, XFEE T ACERARE PRI X NEEIR A Y, IR R R E AT AR — AR
THURF i WA A AR AL T
BAICELH HAE NS H PR EIRFEA R AR E 71 MS/MS &K, 1mH &SN T E
R RN R I, XA B — AN ST e i AR R 668. 2 ISR, a2,
SRS T AE AHIER Da 4b H R SRAR

4. B “RBIFESNERERE D7 s, RETESHELE P RS Table (7T Filtering
Controls IE N/ &

i Explorer
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ff/ IDA Explorer

PR W, FOEEREAEE R (R “HEEFEARR T B | KT8]
BB T -
Lo R SRR AR, RILOE SR SRR R, R
P A AT IR N . 0 OB MRS, LRI 22 R, 13 51
ATRHAT T 402
M EIF BT, £ BRI Delta n/s S5 TATXHLINZ% it R i 0
I FRE%ER . Sinilarity SREAFHIOALUE.

5. $ili Delta /2 MEMMATA K, WEMEIEOEILME, (1%L 15.995 GURRD |
Tij 31.990 (0) AEAbHIIE P RESERHHIAT MR ).

6. 8l i U7 BRI

WE: RS SRS A, EPRiARERE A Da, XEEKRATEH
B 8Br.

i 2L

AATHRXT R IUE S AT 7R

o #EITEF IDA Explorer #LEIKTE IDA 0.

o HRETER, AL,

o fHH TIC RO & 40 PE AR 8 om0

o B, DMEXHIETA .

© WE—ANSHMIE, RIGH AR B R

IX e F TDA i b PR B2,

R P A SR A VRS B MS/MS 5 SR R e 4 FH 4k TR

Explorer H I
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BAF S AR S 7 EIERELEN (RN . mol RaNHSTE) FFIRRAEY AT REALE
ML H.

BaER) 5 MS/MS 5 i S Bk

EARIRFAE [ MS/MS I E, 652.2211/4. 40, &S] TDA Explorer,

S HZ RN R A A s g 7 Blbs, BUE A Bl .

i File > Open Mol Files

7E Select Mol File XIiFHEH, #%E#¢ Bromocriptine.mol XA, #RJ5H.ii Open. KT
BRI ERER, ESH .

BB AR RGE T TR R g A TR

= W o=

HFE Explorer
RUO-IDV-05-2906-ZH-B 49 / 105



(R R AMIeEt

K 4-1 BESs it

[Spectrum from Bremecrip_IDA-DES alone_T=1.wiff (sample 1) - Bremec... EI@
File  Edit Show  Graph  Process  Bio ToolKit  Window  Help - 8 X
FE e~ DQEEE®
Ml s -% e - @axrm |  GTQAEEHE®
Spectrum from Bromocrip_IDA-DBS alone_T=1.wiff (sa...periment 3, -TOF MS"2 (100 - 2000) from 4.404 min +
Precursor: 652 .2 Da —_
. &
1000 3241970
= FDBJBB? 244 0430
: i
z 500 &
711845 5371552
i |.. "".‘l" P PTFNN Ao Jul i i i i i
200 300 400 500 g0 ¥ o0 200 500 1000 1100
Mass/Charge, Da
[C] &4 UAEEE =
Bromocriptine i}
C N
tHs  on
0 P
CH3 0 1 N
O NH
S F ™ N
O
o | B o CH
N
| Na o CH3 CH3
H
K | Ca R
NH
Br

5. BTSSRI T RS N Show options XEHE, B{RIEFE Zoom spectrum (if any) on
selection) Fl Mark selected fragment mass with arrows EiEHE, SR/5Hd7 0K, Hith

SR RFEAA

Explorer
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B 4-2 ZE Rk T A HE

Target Bond Length

When drawing: pixels
When copying: pixels

Linked Spectrum

{ Zoom spectrum (i any) on selection;

Window: 100 Da

Mark selected fragmernt mass with amows

[T Use for relative peak labeling

Structure Opticns @

| oK | [ Canesl

RIS & S, R TR R AT R B AL TR . < R ik
FO I PR 235 24 7 i 3 4 15 8 i

PEE R BT RS P HEEDIN STERBRE A4 (20, LB B4 DI 2 1 0 4k
AR U — N CLEBER B T DA TR SN, DL T4 M e I

iﬁo

6. 7R TR R E%, BRRAESE, WR o/ WET 6522177 MK, X5 O

- H) " EFAEXS R

KNk E Mark selected fragment mass with arrows EikHE, FrUAfEM ERJ7E—
AHTk, PAR XS S5 R0k XA N T 7 (Bl: (M - H) -, BEAXAS

B N PR

VER: SRR RORR TR R T0 2R A R 5 3k R R e ML PR S IR B R (s R

C32H40N5058r; Jﬁ%j“j 653. 2213 Da) °

Wk 5E Mark selected fragment mass with arrows, HR-A Z455H) B & PN A1k B AT AT 3 T

B2 1E 652. 2177 WEkbee 4 ta ik,
WA LB, WA T A>T

X PR O Rt SRR C [ A2 2 AL E 78 20 (RIRR TS

7. EFERRIE T USMOEAN T IS 4-3.

A
RUO-IDV-05-2906-ZH-B
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4-3 RS L5

[Structure: Bremecripting] EI@

File Edit Show Graph Process BioToolKit Window  Help N

F@E == TQAEHEE®

fat Ed v % b e waEEE W
Spectrum from Bromocrip_IDA-DBS alone_T=1.wiff (sa...periment 3, -TOF MS"2 (100 - 2000) from 4.404 min +
Precursor: 652 .2 Da —_
B ¥+ &
50
= 40
£ )
= 20
10
. | R
) 570 L7 s2® st st 5 576 577 578
Mass/Charge, Da
ClEwW- @ QEEE =
c N Bromaocriptine, selected composition: Cq5H,,MNs05 (574.3023 Da) i}
CH3 OH
0 P CH3 o
H
5 F 0 N N
0
Cl Br 0 CH3
N.
| Na CH3 CH3
H
K Ca
NI
Br

R RERETHPGEE TR, EEHs N RS R sH AE, 4338 CaatlyoNsOs
1 574.3029 Da. {EFAEH, ZLtfikiBnAr OB BIAR S, Wi, M - H) -~
N TETRRENTEOE, EEESM 1 Da mib a5k, WERWIE 3RS E 5
ANV R TR W, BORE SN +1 A - 1 b T — S sk, KRR
ATREME.  TEIXME T R AW, BT R A AN k.

JRUE ) S PRI 5 IX e Sk FR ) — AN FEXS N, SRIABIIMNER 7 (B2 HBr) E2K, S
FREMSNT M - H - HBr) .

R

BT A T A A R R R B T I B, R ORI AT B A B I B B
JEF M A o

TERE: BRI ROR A IS, IR N AR, i LRI RE 2N AL A R A Al I
o AESENS TR o A F XA M A

Explorer e
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1. B[R ER ST IESNIRESK, B Show > Fragments Panes

HE Fragment Options FHEHEFEE, AJREBR—PHEE%. EH2HE 4-4.
2. ¥ii; Show options XfUFHEREFbR, & EK 4-4 HEIRFISE, REHRT 0K,

4-4 Fragment Options XfiEHE

Fragment Options @

-

Fragmentation
Only break single bonds
[] BEreak ring bonds

Maximum number of bonds to breal::
Maximum number of C-C bands to brealk:

Allow one bond closure (double bond formation)
[7] Include bte force reamangements

Allow radicals

Peak: List

Mass tolerance: 20

Constrain using peak: list

Require evidence for previous step when breaking bond
Display

Do not show fragments with m/z less than 30.0 Da
{Automatically recalculate onthefly

| oK | | canca |

BB, DA A— /N R, SR A AR 5 SN s A R AR, DU L= 2
BT ARRE . OVFIR TR G IR AL O AN K AT RE IR )7

KT Fragment Options XJTEMEH ) KE S, WSHEIER, HELMNERELLTHNE:

Rk E Automatically recalculate on—the—fly HikHE, IAXFiE (J)HEH
—MAFEFEE, WS EO BOEBME AR E SRR S SR EOG AT E A, @
XAMEAT A, (ER i RIR TR BN IR 20 i Rl RE S e sl B . G R ANl
FHIXANEDL, WS “f 7 Bbr.

Constrain using peak list FR#MF R EREHE AN FEILE H 028 4000 A

e

Explorer
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* Require evidence for previous step when breaking bond RIE—ANPA b %R W 2L}
B, ErEhE—EE, REHREMRAT AR PR, R Ok ek
T, 7RI Le g it — 20 W 4 BT L A -5 AR X R B 1

XS4, MEMNERIT B 4-5, HEWRSMMAR, KR NRFEE T RERE

PLERJIE (EFRIE T

K 4-5 BESs4EiH

[Structure: Bromocriptine] oo =]

File Edit Show Graph Process BioToolKit Window Help - 8 X
F@E =~ IQABEE®

@Lht-% - heo- sk BATE=6 =
Spectrum from Bromocrip_IDA-DES alone_T=1.wiff (sample 1) - .50ppiul. Experiment 3, -TOF MS"2 (100 - 2000) from 4.404 min +
&

Precursor: 652.2 Da

1200
%24 1970
1000
am s
g 209.1337 3440430
z 600
- 400 +
J1a0584 227,143 251.1048 4931635
i - .
0 | I 071702 ' 4240708 | s318m2
a . . n wd il 1 | L [
180 200 250 300 80 400 450 500 550 600 [
Mass/Charge, Da
.- §QEEEe® ﬁ:--:u IQAEE=E® =
e N Bromocriptine Fragments m_ . =
ol e mz Nh’” m g?: Rad. Error (pp Composition
071683 |1 |1 1| B | 128 C16H2INZ.04-
5 F 3241929 1 1 | 1 ]128 C16.H26 N3.04-
a B 3a4.0404 1 1 17 C16.H15.N3.0 Br-
351.1800 0 1 v [ 130 C17. H25N3.05-
1 Ma 652.2140 0 0 ] |58 €32 H33 N5.05.Br-
K |Ca
J ‘ m '
Num. fragments: 5 :

TR UL AR R, DR S IEICR A RIEARILECH) CRe e CIE) MIRTE
E (AL g,

B P T M P AN SR TS

* Fragments : fEXMIFH, FIREME, XEFNEXEEETERNERAZ, BE
o — o342 75 B 5 B N AR DL RC, KNI E 12 Constrain using peak list &
EHE,

* Peaks: SR —MESIER, WACERWEARE LR, HREZULElTRECRES
A T EiRERE, Rt EREHIR.

Explorer e
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K 4-6 B F %

==l E
| Fragmerts || Pezks |
—
Mass/Charge Intensity ([  Assign Errar (ppm) Radica |~
114.0584 14.88 &
208.1337 52133 b
2271431 13.74 ]
3071702 7.20 126
3241570 100.00 128
3440430 4322 53
351.1845 9.08 130
4240708 £.62 (& Emk

Matches: 5 of 11 peaks, 66.0% of total intensity

3. fF Fragments &I, EF n/z kN 324.1929 B—47. WEHA AT bnid, PLRHIX
TR, G586 B PN FRRH .7~ 85 42 DURL AR BR H o

Kl 4-7 Fragmentation XfiffE

File Edit Show Graph Process BioToolKit Window Help .8 %

F@ e~ DQAEEE®

AEAs-%he- s AAEEE

4=
Spectrum from Bromocrip_IDA-DES alone_T=1.wiff (sample 1) - . 50pgiul. Experiment 3, -TOF MS"2 (100 - 2000) from 4 404 min +
Precurser: 6522 Da -

&

1200 4+
1000
800
g c00 19.8502
Z
400
200 26.3|91?
i i e
£33 130 335 0 us 50 185 0 365
Mass/Charge, Da
Cz=mu- dQAEEEe L EIW dABEBEE® =
c N Eromocniptine. selectsd composition Fragments | Peaks =
o s i mz o Num Broke Bond ooy Emor(pp  Composition
D:ILD 071683 -1 |1 B | B |28 CI6HZINZ D4
5 |F on. 1w 1 1 C16.H26 N2 04-
ale o 3440404 (1 |1 1| B |77 Ci6H15N3.0 Br-
¢ £ 3511800 |0 |1 P | & 120 CI7HZ5 NI O5
1| s . Ly 822180 |0 |0 | £1 | £ |56 €32 H39 N5.06 Br-
K | Ca
- - u ‘] [ I »
Murmn. fragments: 5
Az Explorer
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TR SR TSR N AL T LA SRR T R, AR TR

4. K ETE e 4 AR T 1S5
EATVHR SR 731 AP AN R 3 0 T (BB BEAT O, 1 ELA AR ABL P52 vl REAY

EE: R nRARSHEHSHEEE P ARSI —3%, 8 Ea s 87
) PBr F1 3'Br, HEWIREA A Br.

5. AAMUTIE, LAEEEAN G H A L.

HAPAEWE (n/z N 324.1970 1 m/z N 344.0430, XN T2 7wHMD S45%E, mH
WEELLH . HE, IETFZERTEE.

6. FTJT Options XiHHE, #RJ5HE Maximum number of bonds to break N 2.

ER: RERERE, ZEDn e S8 NER TR E, MAREEE SR (Fl.
m/z HoN 114.0584, 209. 1337 B 227. 1431) . R iEAE N T 20057 i B bnic, TN
TESER B RS N BT B BR AT £, DL R4aX] i 21E .

7. 1%&#¢ Break ring bonds HiEtE, #R)5EdF OK.

IAEIR Z NS FE#5 VLIS, BF5 m/z A 209. 1337 F1 227. 1431 BB F. {F Fragments
T NIEBEF R B I INZ FEN, REEN5 9 TR 2 IR, g
DX A Y FRAR I A Ak f i, XM TR Re S .

[Fi) Jo 1 8 I 1~ 25 44

IERRGR Sy, ARG R EAT N BUE ERE, DMERRS . RS @i oK/, R 4 &
¥ Options XFiGHEYH % Target Bond Length, DAL,

7t Fragment Options XJiEHEH, PR Break ring bonds & EHE LLFILRE 5 HiE .
ER R Gk, EBESEFEEE T2 —XRMAT, CUSRRAHN 7451 .

BT G5 T A% T

M Edit > Copy.

GBI UG WA, AR5 Paste Image.

SR T 45 PR W 0 R 1 4

6. EENAR, KHBEEFRE. RdGRIFER Delete Tnage T5E2MIREL.
RS AR, B, SRR R, R B RN A TR 8

7. X THARRS BT, WA 2 FUEIE 6 FEMSIE 1-8 RMNRLEIE,

AN

Explorer e
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Bl 4-8 ARG T A R IR T

Seactrum from Brorocnp IDS-DES slons_Te1 will (sample 1) - Bromecnipbing Teb . Su_2%0ullimen £0C50pgill. Expariment 3. -TOF M52 (300 - 2000) from £ 804 min
Precursor: 852 2 Da

e 320 1970
'.-_g_:,l_p

-

2081337 L4 (430
'

Iridow by
5 & 8 8 4 8 8 8 3

#

=] &':

Mlmss Crarge, D

8. Hith File > Print > Print Preview Window, Hi\TZ5H45E N7

PO VLIE 5 s 7 G m T DR 5 5 A B S5 HL RBK
9. SHIEME, R FOREIGRE — > BRE e LUK I 2k sH At RFAE

A IS MS/MS JFiit

AR, AR K — SR R Lttt &9 (e AR B BTG AT AL S 0
JR R ZE 14 o

1. ffiJf] IDA Explorer fUCE/RAHELE. LLHE 668.2176/4. 21 A MIffIE, 2R85B AEE
2.

DUONSE R R Py Bk COERR R B, FT AN 1 S BogT ool i ST, (ER S5 R Rs
SR EY), BRI A BN ER TR EY (BiEDN 16 Da BLED 3RGH. R
DU, DR — L8, R T R, ERAEARSGIT, EEETHERAAILE, B
b S EAREER e e 8

SRERE SRR TR, X T e, UASE LSRR AEMILA.
2. GEERRAEMER —NHAICRT SR, i 0, SRERH A EA T AEE) .

SV kay Al PENEAYSIR AV E L Y ey AR

3. i3 0 ff'5, XFERESWIEELSEMN (MR FITE, RERGRER (Blhn: KR 1
BIERK LD 4-9 BRI,

Az Explorer
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B 4-9 45K E R

wQ =01
Bromocriptine
C N
o 1F CH,
5 E O MH
a | e @;
I Na M
K | Ca H
T
MNH
Br

. N
H
N
0
0 CHa
CH, CH,

JF RS B R G R N ULEC . 668. 2089 AT T RINT N T 588. 2828 i AT E SR
HBr MBS . XK IABEARTC IR A R ILTE SE IERIY, (H & S B AL, X Ui R

TARININE S 5 I WAL

HIE T DURAR 2 . B0, R mmd

IR AINIA I OH 4H, SRJ5 45 HAEsh AT 458 LAt ke 3p L.
T HER RSB T

W tR A it shid

WK 4-10 P, IX2ff 340. 1927, 366. 1722 F1 367. 1797 MBS TR ULES, AHMN S5

&5 AL SR T AR UL O & T ke S

Explorer
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FE 4-10 JREEE 1

- [Spectrum from Bromocrip_IDA-DBS alone_T=1.wiff (sample 1) - Bromocriptine T=60 m... = o |
File Edit Show Graph Process BioToolKit Window Help - 8 X
B@ e~ DQEEE®
@ik +-%he = GBQAEEE® o
Spectrum from Bromocrip_IDA-DES slone_T=1.wiff (sample 1)../ul. Experiment 3, -TOF MS"2 (100 - 2000) from 4.206 min +
Precursor; 668.2 Da -
1000 %40,1927 &
800
g 600 367.1797
E 61725 o
361722
200{ 1200551 3431397 2691195 sz |
Mol dwl e b b |
150 200 250 300 350 400 450 500 550 800 5501.
Mass/Charge, Da
= aQEEE® ﬁf'imu BQAEEE®
. r 1 =
clwn Bromocriptine Fragments | Peaks |
o , MNum Broke Bond y
ol|er Ty om vz H Bond Closu had Emor(pp Cen
e o . 1401878 1 |1 P [145  |ci6H2s
S| F . "—”3’\ ; ‘61671 |1 |1 Wl EEE] C17 H2d
2 367.1749 o 1 & [131 C17H25
a Br = CHy - - 3
| 5832828 |1 |1 BEEX Cl2H38
Na eHy c™ 6682029 [0 o ] |92 CI2H:
K cﬂ J a m »
= Num. fragments: 5

IR B R B TR Z ANCEC MR R e, 8 2B WENY), CATEE UEIE T i
IREERS UL, (HAATE 637. 1725 M — MR EE T, "Rt m2ob B =4 m,
H ARG »

. £ Fragments IEII-Frh, %4 668.2089 XFRIMIAT, XEEX —4T4vE Ebsid, it 1
SR e BRI

XKW 637. 1725 FTARFIWEST N T AR T (AJRER CHaNHy B CH30) 7F 31.0364 55 HIHH
Ko HTHMASD TG RMWERNZE T, BT DUXANE A 1T RS K FX S K7
B R R R O

. AESE MR R N B PRI T B IR e 458, SRJE KT OH ZEHazh 28 g5/ A I 1 e — N R 3
. FTJF Fragment Options XfififE, #f Mass tolerance WHE N 30 ppm, R)5HdT OK.
637 ETUIE UL, EREE A &A% IX —47 R B B mT BEXT B2 B A 2 R 2k o
. FTJF Fragment Options XfifHE, %% Break ring bonds HikHE, #R)5H.dF OK.

BRL = (HRWATH TR T, 3 DREGNRE TEK) RVFERN R4 209
Kb TS5 TGRS, E 2 K ER 7 R # AT UL AC o

Eigss
RUO-IDV-05-2906-ZH-B
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EE: BRI EREMN S 2T, W 637.1905. REMTIR AR ]
RERE R (AR =HEA VAR, AREMEZR ) o WA B PRI R X SR
RTLEHIE (PUEEMTE. Bl w252 8 mESESE) M NRER L. 7£
KRG OLY, UL RO Y R] e CONRT AL S0 2L BB R LSRRI Fr, DRI Py 3 33
PR RPN T 32 75 AN B S (K0T AR B A 5 T AR A Y

T 2
AT FHMES AT T i

PL .mol AU SO N — NS5, AR H S RS E R .
o RBEEEEN, SRIGHE T E RN K R .
o EREER EHE, RGBS B LA SR R .
« f#ff]l Fragments il Peaks &K E/RILACHR . T45HF1R 2%,
* 1B Fragment Options PARRVFH T £ E 4 IMNIERIERE.
o TERUE E AN T 451
o BIEEN, WA TR, W Y.
T, BRI S N SOV R R R R T AR, MR T B BN SR T (AN . R
) , DMEMBEMZEMET. XE5LUNHEL—H: BrHh— R ER R, A5
PL—RAG IR, A SES SRR 2 M. 48R, Wi T ReA e, mH &5
ROZkalpEzd, FrLAnlgeMi A s, A4h, U KEFRFZDRERE Z AR A, tHFEEE
K R B[] SR 58 il o
St LEAR ST, IRA R — S, SNSH L GiiEs ) MBS SIRA
F, SRR RN SE M B F G M, TSRS RS e A . (HS, WIRESE R,
N EL VG FC AR DL L 35 7 AL € vl BEXE DA DX 43, BT DA I 7E 2R A2 e A P i 4 P BRA o

T,

Explorer H I
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X2 AR O

BRI H X ARG R, ABA IR FIN A LB IR 2 MR AT RE R E 2 EE. K
TS AT AT T AR — 22 W ) D RGEAT R, ARER AT T 2 AR T RREAT T
it

BRI FEAR

O LA RA LOAE R A FHBIB AR, LABE RS EAE. Bl ST 250 st
HEA IR T . XSO (T = 0 JNBERL T = 1 /N SR A T4 RUFFIOR R VE A L3R
R R R

THGERTE R AT ST & H

1. ¥.il; File > Open Multiple Samples, ZR/)5 W% & A FEAEHE B S5k,

2. %&F¢ Bromocrip IDA-DBS in plasma T=0.wiff FI Bromocrip IDA-DBS in plasma T=1.wiff
A, ARER SO eEh A A

3. M 0K

K 5-1 B MHEA

Select Samples @
Source: |D:ASCIEX OS Data\Example ProjectiData ~|  ~]| Browss.. |
Available Selected
BD Sample Data =- D Sample Data

Bromocrip_IDA-DES alone_T=1.wiff E - Bromocrip_ IDA DBSin plasrna T= Dwrﬁ
DataSETE 1 wiff .

DataSETE2 wiff
DataSETEI . wiff
Data SETE4 wiff
- - DataSETES. wrﬁ

ST Son I A AR ) TIC A4S TDA SCFMI B, A2 A IDA XS, By
FEAR M Bl & BonEpAs TIC B, ERXAFLT, AWM TIC, Wil 5-2 .

HrE Explorer
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K 5-2 TIC

TIC from Bromocrip_IDA-DBS in plasma_T=0.wiff (sample 1) - Bromocriptine T=0 min 30uM (dil3. | o |[ & |5
ELtr-%zhoe- a2 Ui - BQEEE® =
- @ TIC from Bromocrip_IDA-DBS inplasma_T=0.wiff (sam._.Grad Luna C18 (1x100mm) 2 5u_250ul/min 40C50pghul. T
@ TIC from Bromocrip_IDA-DBS in plasma_T=1.wff (samepl...in Grad Luna C18 (1x100mm) 2.5u_250ulimin 40C50pgiul  —
&

9,874
.550 40,278
2,507 10.345
10671
5 0e7 99T1\ I 11.961
H.FD?I
g 157 4 Il bl
1,067 §
506 -
s

1 2 3 4 5 6 7 & 3 ¥ 1 12 13 14 15 16 17 18 15
Time, min

4. ¥ Show > Total Ton Chromatogram (TIC), FJJF Select Experiment XfififiE.
5. i%$% Period 1, Experiment 1—TOF MS (100 - 2000), #RJ5Hid: OK.

Kl 5-3 ALBEFTA B D TEAE
[ Process All Overlays?

Do you want to "Show TICs" for all overaid data sets or
only the active one?

() Active Only

[] Only show this dialog again if the shift key is down

| ok | | canca |

AEF S IN#E R 22 R Process All Overlays XHiGHE, F P alik 8 B ACEE T A ikl A
WERIEB L. AT EPORAEE AR, X2 RN TR ES T S (FEAD .

6. %E¥FE All Overlaid.

Explorer e
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X FEARA R

7. P& Only show the dialog again if the shift key is down HiEHE, fHiX &N
BRNEEAE

8. i OK.
AR —NEENE TIC BINKENK . GuEErE SRS i A =it %4,

AT ST S I AR L B R B (R 6 b A XD, (HR I R AT A4
M TAE. FIRZ Tk AL A LRI . XA b, A T 2R g A

A WHRBEDLT File > Open Heat Map TICs from Wiff, WA HEEAMLEME, M
To TS R B i) s i .

9. BERJE TIC &H#%, sRJ5H.d Show > Base Peak Chromatogram (BPC).
10 fE BPC Options XHGHEFR, %7K ELICE K 5-4 FfE, RJ5Had 0K,

K 5-4 BPC Options XfiHHE
BPC Options |

Mass tolerance: 0.1 Da

Use limited mass range
Start mass: L00 Da

End mass: 1000 Da

Use limited time range
Start time: 4 miry

End time: 3 min

| ok | | canca |

Fh 0 0 38 R S P B ORI SR FE BE AR B I ) AR B 2R . A TIREEE 25 E, X3t
e Jof i P A0 A, B T A X TR ATE PR A B R R ZE N, AU BT R IR B 5 K e 2 [A] Y]
e,
o, BRI PAK AT R i R Y A R (B, IXRR AT DB S e A S S S EU N TR
P8 JEVE R B[R] YE FE DA AL FE . RO RN TE IR RS R L 652, fR BRI S
I m/z EbASSKT 500,

1L 7F Process All Overlays XTifHiflE, FafRiEE ALl Overlaid &I, #RJ5H.idi OK.

HIERK TIC ML, EF &% &R BPC B HE A Z XL

e Explorer
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X2 AR

K 5-5 BPC

BPC from Bromocrip_IDA-DBS in plasma_T=0.wiff (sample 1) - Bromocriptine T=0 min 30uM (ddl30x e
GEAL+ %o «a4 Ul -0QAEEE® &

= @ TIC from Bromocrip_|DA-DBS inplasma_T =0 wiff (sample ._ulimn 40C50pghl. Experment 1, -TOF MS (100 - 2000) +
& TIC from Bromocnp_IDA-DES in plasma_Tal wiff (sample 1) S0ulimin 40C50pg/ul. Expenment 1, -TOF MS (100 - 2000) =—

&
§
£
3 4 5 6 7 & 9 10 1 12 13 W 15 1% 17 B 19
Time, rman
GEAe+ -%Ehe- o ul-gQAECE® =
- @ BPC from Bromocrip_IDA-DBS inplasma_T =0 wiff (sample ... Experimont 1. -TOF WS (100 - 2000): 500.0- 1000.0 Da +
& BPC from Bromocnp_IDA-DBS in plasma_Ts1 wiff (sample 1) . L. Expenment 1, -TOF MS (100 - 20000 5000 - 100000 —
1,065 m, &
&09
out 4=
&  60ed 4
| }
h 'v . " T 767 .
2 Ded 4 1 1-r 7.90
W, 8L [l &M v 15 S
T, mmtmaield A S M AN A P
45 50 £E ) 65 70 75 767 |
Tierse, eram

5T =0 fA GG M, /£ 1 DFEARTREFARAE CRae) EEvh. iy
FORERS (6.09 7r8h)  M—FhlE>mia¥). EF=A0 GEGFEk RHIAET T=1
PR, HBEAMIE T = 0 FEAF. eI R REENRE .

R BPC WReRAEWAH, HRT RAE MR E TN (EkEMREEEN)D
AR N PR IE T BEAN 2 s tHok, BT DAGn SRAB B A A A ] ) 22 e o i
b TR

2 [ TIC HHs.
13 7€ BPC WY 6.09 2kt Xts
4 7F Process All Overlays XFiGHEFEE: All Overlaid, ZRJGH o OK.

TXFE AT R A BN

B fERGE RS, BEREAN, PLEOR n/z A0y 652 NHFEMRFE. B2 K
56,

Explorer HrE
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X FEARA R

JRE B RS R B AR B INTE, BFWAESX. XA, RUE T = 1
hr BEA CRIZLE) HRJsEENT T = 0 FEA.

FEBE BRI s R Ay, BOEEAER A ME, KRBy e BRIy, 7R
R AR B AT LA RIS B TR

K 5-6 m/z LLZ)N 652 I [EIN KRR

GEA+ %he- ok il - BQAEDE® @

— @ BPC from Bromocnip_IDA-DBS inplaama_T =0 wafl (sample .. Exponment 1, -TOF MS (100 - 2000 S00.0 - 10000 Da +
& EPC from Bromocnip_IDA-DES in plasma_T=1.wiff (sample 1) ._L. Expenment 1. -TOF M5 (100 - 2000): 5000 - 10000Da =

1.0e5 4
g &
B Ded 4
&  60ed
LTS
20e4 d { 5? ?T?w
- 74| 643 679 -
Dw e T . E\I \ -_JI’ ."\rj"‘_l"i._.-"‘u.. —= ?-E?_ .? AT
1|ﬂ.l‘ﬁl‘|
R B =EED =

- @ Spectrum from Bromocnip_IDA-DBS inplaama_T =0 wiff (sa_Jul. Expenment 1, -TOF MS (100 - 2000) from 6 093 men +
@ Spectrem from Bromocnp_IDA-DES in plasma_T=1.wif (samp. ghul. Expenment 1, -TOF MS (100 - 2000) frem 6 098 men —_

1.0e5
bl L %654 2180 (1) &
i 5 Qut
g 653.222001) 655 2206 (1)
656 2229 (1)
1] . ’ . - e e
g8 652 653 654 855 656 687

6 EEEEEET, FRRFSEKL CiareXid) EBshtir.

1 4I6hRAE LI, KIS B LN 5.8 Jr Bt N i
JRVEAR L By A EVER (A RAE R AUNE) o W EE 5 O B4 K,
AT HE S U B P B Sk AR R R AL R T . BB bR S MBI B IR .
£ B 5-8 i, Ak T “hridFrA St Eir.

Az Explorer
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Kl 5-7 BPC FlJii

1

RELA+-%Izdeo- - s 8- .lﬁlEEEEIEEIl ff
~ @ BPC from Bromocnip_IDA-DBS T=0. lfnuh..Eq:-“l -TOF MS 2000): 500.0- 1000.0 Da
B o e e e Y a1 TOF Wi (103 200y 00 - 10000 De ™ —
1.0e5 + \hm &
2 Ded
§ 604
£ oo { 767
E
2084 - %
74 757
v I . W W0 .
45 50 55 70 75
Tmm
@EA+ - % Tz Ao - B_AEBEBe =
-& llmhmp_lﬂh-m“pluﬂ T-U wilf (sa_hal 2000) from 5 E26 man +

Spectrum Exponment 1, -TOF MS {100 -
& Spectrum from Bromocnp_|DA-DBS in plasma_T=1wif (samp.. g/ul. Expeniment 1. -TOF MS (100 - 2000) from 58X min = —

&

Explorer
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X FEARA R

K 5-8 BPC A, WA 1 AR ik

R

GEL+ - wkhe sl - BQREEE® @
= @ BPC from Bromocnp_IDA-DBS inplaama_T =0 wifl ([sample .. Expenment 1, -TOF MS (100 - 2000): 500.0- 1000.0 Da +
& BPC from Bromocnip_IDA-DBES in plasma_T=1wiff (sample 1) . L Expenment 1. -TOF MS (100 - 2000): 5000 - 100000a —

1.0e5
609 &
B Ond 4
§  60ed
£ aoes
660 767
2 0nd 4 \ 790
| 643 ' g79 T 3
R — }[ SRR sl A
45 50 55 5.0 65 70 75
T, min

@ELl+ - 2zlhe- «a4 L BQAEEE®
= @ Spectrum from Bromocrip_IDA-DBS inplasma_T=0 wilf (sa_tul . Expenment 1, -TOF M5 (100 - 2000) from 5 £26 men
@ Spectrum from Bromocnip_|0&-DES in plasma_Te1.wifl (samp._glul. Expenment 1, -TOF MS (100 - 2000) from 5.830 min

w1+ 8§

Tm?‘ﬁﬂl w0242 (1)
20000

Intomsaty

10000 BEI.21TT (1) 67T1.2158(1)

6722186 (1)
B84 665 713 667 668 563 670 671 672 673

LL i |

T = 0 FEAH BRI,
18 ARERAFRTIE R AT E

BRI DL BREA

LS I LA ERIFEARRE, B DR R AR AR EL, X (AT B MR 2 B S IR A OREREE R
B E AR TR, WEBERRE ZAFEARREHE.

A5 s P PR S B SR 1 7NN AS () B0 £ 1 2% o 1 T 0

1. ¥i; File > Open Multiple Samples.

2. 1E# DataSet6l.wiff Z DataSet66. wiff X, SAEKHENZE Selected M.

Az Explorer
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K 5-9 WREMZ MR

Select Samples

Avaiable

&

|
Source: | DASCIEX OS Data\Example ProjectiData || Browse.. |
Selected
=-1_] Sample Data =-I_] Sample Data
] Bromocrip_IDA-DBS alone_T=1.wiff & [&] DataSETE1 wif
|Z] Bromocrp_IDA-DBS in plasma_T=0wf P
""""" Bromocrip_IDA-DES in plasma_T=1.wif
| RP_digests wiff . .y mpSTDG
""" RP_Intact wiff =-[2] DataSETEIwiff
L. |y Imp STD 7
(2] DataSETE4 wiff
. il mpSTDB
.- [£] DataSETE5.wif
. el mpSTDS
& (H] DataSETEE wif
i mpSTD 10
| ok || Ccance

3. M 0K,

4. H.i; Show > Total Ion Chromatogram(TIC) .
5. M\ Select Experiment XJiHMEH %+ Period 1, Experiment 1.

Explorer
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X FEARA R

K] 5-10 Select Experiment XiHHE

Select Experiment EEE!!

Periad 1
Period 1, Experiment 2 +TOF M572 (100 - 1000)
Period 1, Experiment 3 +TOF M572 (100 - 1000)
Period 1, Experiment 4 +TOF M5™2 (100 - 1000)
Period 1, Experiment & +TOF M5™2 (100 - 1000)
Period 1, Experiment & +TOF M5™2 (100 - 1000)
Period 1, Experiment 7 +TOF MS™2 (100 - 1000)
Period 1, Experiment 8 +TOF MS™2 (100 - 1000}
Period 1, Experiment 3 +TOF M572 (100 - 1000)
Period 1, Experiment 10 +TOF MS™2 {100 - 1000)
Period 1, Experiment 11 +TOF MS™2 (100 - 1000)

oK ][ Cancel

6. Hifi OK.

7. 1E Process All Overlays XfififlE, #&#¢ All Overlaid, #RJFH T OK. R EIRT X
HEFEA TIC i Sn.

Az Explorer
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K 5-11 DataSet6l.wiff & DataSet66.wiff HSZIG 1 20 TIC

[TIC from DataSET61.wiff (sample 1) - Imp STD 5, Experiment 1, + TOF MS (10... Lo o=
File Edit Show Graph Process BioToolKit Window Help p -8 X

TIC from DataSETE1 wiff (sampl..Ament 1, +TOF MS {100 - 1000)

BEAL - RAho-laam il - FRAEDEOE®
— @ TIC from DataSETE1.wiff (sample 1) - Imp STD 5. Expeniment 1. +TOF MS (100 - 100)
@ TIC from DataSETEZ wiff (sample 1) - Imp STD &, Expenment 1, +TOF MS (100 - 1000)
@ TIC from DataSETE3.wiff (sample 1) - Imp STD 7, Experiment 1, +TOF MS (100 - 1000)
& TIC from DataSETE4.wiff (sample 1) - Imp STD 8. Experiment 1, +TOF MS (100 - 1000)
@ TIC from DataSETES wiff (sample 1) - Imp STD 9, Expenment 1, +TOF MS (100 - 1000)
@ TIC from DataSETEE wiff (sample 1) - Imp STD 10, Experiment 1, +TOF MS (100 - 1000)

def

2e6

Intensity

Time, min

9=
+
&

WL RS A AR 7 Bos . Bl AN bR RS M B bR AR AR i B 2 47, DMEDNME

SR AL IR

8. Hii; Show > Overlaid Traces as Heat Map, RJGEA KM ER T EEEER, Bl &
B min% >N 0.5, max% ¥ 100,
FeoR! mERA eI I, NWREAE, SA)5iER Show Appearance Control.

9. el E A B, AAE R BRI TE HAh E A Ebr.

Explorer HAE
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X FEARA R

K 5-12 #hE @i

File Edit Show Graph Process BioToolKit Window Help -5 X

FEe~~BAE OB ®

Grex U GAEEE® -
Heat Map Chromatogram
Imp STD 10

Imp STD 9
Imp STD 8
Imp STD 7
Imp STD &

Imp STD 5

1 2 3 - 5 & 7 8 9

Time, min

no dats < min rax max % > max

min% min
T a0 e

EEAFEAHR AR 9 FEREAT U G 65 ) P o L TIC IR R . IRYE ik e
IR, ORI ARE DA R 8RN TAEARRGRE 0. 5% K, $EE0EoR 0. 5%,
ARG S PN A A=

ZEOER 6 - 7T ME (1.5 - 6.5 080D . 1T 6.5 /BRI S, HARIE MR
BAE LS

e (¥ 5Py S A A IR RGP AR R, (AT REANE A BRAE N . AEREI R, XA 2E G I

0 fEEM A4, ARG Show Samples Table. e, FEARIEIMEALM. EHHEA
EAaR “HEBh It EARER” EbR AT R B AR AR IR, DR R AR S R AR T T

HrE Explorer
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K 5-13 I EIERIREA SR

[>ample List r‘Heat Map Chromatogram’

File  Edit Graph  Process  Bio ToolKit  Window  Help = x
@ e BAEEE® |
Gdlres u TAEHEE® had

Heat Map Ch ram
Imp STD 10

Imp STD 8
Imp STD 8
Imp STD 7
Imp STD &

Imp STDS

1 2 3 4 5 6 7 8 ]

Time, min

rodatz <min min % min max max i Fmax
[ o N N I e
EEHE s AEEE® @
Index Display Name Sample Name Sample ID Sample
6 Imp STD 10 Imp STD 10 DataSETEE. wiff (sample 1)
5 Imp STD § Imp STD § DataSETES.wiff (sample 1)
4 Imp STD 8 Imp STD 8 DataSETE4. wiff (sample 1)
3 Imp STD 7 Imp STD 7 DataSETEI.wiff (sample 1)
2 Imp STD & Imp STO & DataSETE2 wiff (sample 1)
1 Imp STD 5 Imp STD 5 DataSETET.wiff (sample 1)

KR EHGEFEARMKIAF LA TB S, Display Name FIn[4i4k, (HIEAH Nk, Fr
A BHER] T AR

1L 7 5.5 4404 Tmp STD 10 Fadbfrikss, SRIGEH AN EENT .
— AN RS A R S AR R, SRR VR ORTE X b b

Explorer HrE
72 / 105 RUO-IDV-05-2906-ZH-B



X FEARA R

K 5-14 #HE R

[Fetmopcromatogaey (oo e

File Edit Show Graph Process Bio ToolKit  Window  Help -
B@Ee-~7 FAEDE 8 "
Glew U §QAEES® =
Heat Map Chromatogram N

Imp STD 10

Imp STD &

Imp 5TD 8

Imp 5TD 7

Imp STD &

Imp 5TD 5

1 2 3 4 5 6 7 8 9
Time, min

nodata < min i % min mas max ¥ Fmax

T s o e

fles | BARES® =
Heat Map Spectrum from 5.402 to 5.667 min

mpsTO 10 { | IMHI ’M “ |

Imp STDS 4| ‘

Imp 5TD 8 1

reaw | il

Imp STD &

Imp STO'5 | ||

200 300 400 500 600 700 8O0 900
Mass/Charge, Da
nodata < min i % min mas max ¥ Fmax
T s o e

R FREETHE, GILNRE (AT n/z 400 F m/z 460 Z[a]) ik pl B i 18] X 38, 4
o i B v ) S A

L i%&# Imp STD 10 FEAH) Mass/Charge Da {H AN 401 AABHIEE, RE4 &R Show
Spectra for Selected Samples.
IXAERI A AR ik e FEAR R RS . AT BRI A SRS, iE S 5-15,

B WK EF Mass/Charge Da SN 401 BfRgi &, PAAER—ANFE XIC.

HrE Explorer
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K 5-15 Jfiit

File Edit Show  Graph Process BieToolKit  Window  Help - =

EEe~" IQAEE=S®

e w U DQAEHEE®

Heat Map Chromatogram -
Imp STO'S _—_
1 2 3 4 5 [ 7 8 9
Time, min
nodatz < min min % maE max ¥ Fmax

T G e o s

e % i@ QE lgm
I HHI ] '

ap Spectrum from 5 402 to 5 667
200 200 300

Hesat Map
| |I M““MI I
Imp STD &
Mass.l‘ChargB Da

no dsts < min min % max maxi  E=max

T G e o s

MU s % iche | «=m | GAEOC 8 ,
Spectrum from DataSETEE wiff (sample 1) - Imp STD ._.nt 1, +TOF MS (100 - 1000) from 5.401 to 5.667 min
4012652
2 10000 2671745 | 4851855 415-?5595
g 402.2723 3222
£ 1731329 1991483 ! 4603285
-\.\ ! Y |. + 4 Ll L’f r .
200 300 400 500 600
Mass/Charge, Da

o +H

i

AT N IUESS AT 1 1R

« BN Z AT A,

o JHE I EANSE TSR LT REA
© HIMERLEX 2 AR,

Explorer

Vi
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i Bio Tool Kit Ifjgt 0

ARATHEAFHH Bio Tool Kit SiHTi N H)—LLn] FlkTIEAT 1 #iik .

HE: WAUME Bio Tool Kit MicroApp Feature AREAEAIXANTIAE. BUSEAAT, ATH
H)iETi A Peptide Fragments. Add Manual Reconstruct Highlights Al Remove Manual
Reconstruct Highlights. 15Z AT CHH ) Activate the Bio Tool Kit MicroApp
Feature.

FEhH
I AZ R ATV AL 5 B ER FREA ) MS/MS BT B 3t AT T 3hHER
Lo Bl E THAAE “4TIREAR” bR,

Select Sample XfiEAERI<FT .
2. W5 Sample Data M ARikE, MED Browse FfHI4E Sample Data {432,
3. ¥EF¢ RP digests.wiff A, #Rj5#di OK.

Open IDA Sample XiHHERNZFTIT.
K 6-1 Open IDA Sample X} iHHE

Open IDA Sample @

How do you want to open this DA sample?

@) : With the DA BExplorer
1 As astandard TIC

[] Only show this dialog again if the shift key is down

| ok | | canca |

4. WfRiEsE With the IDA Explorer IEWi, #RJ5HTF OK.

i Explorer
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Kl 6-2 ¥ H RP digests.wiff HJFii

e

[IDA Viewer for RP_digests.wiff (sample 1)]

B@E =~ IQEEE 8

File Edit Show Graph Process  Bio ToolKit  Window

Help .5 %

EE-wlL PDABEE &
+ Filteing Controls d

T|rr-eversu.s Precursor ...rge for IDA Dependents '

1200 i103.5‘314u’3.10 » '
) 1100 | " o =
a 1000 £ i
& 800
2 oolie ad
@ Fl
= sm‘l as
500 a”
.’ e
5 mw 15 20 25
Time, min
1182 spectra visible

1,}. A & L]

% U A € - e =

Spectrum from RP_digest... - 2000) from 2.281 min
Precursar: 551.8 Da, CE: 30.0

300

250

200

Inlensity

551.7826

552.2841

5197829
50 852.4130
> Au.ml

500 1000 1500
Mass/Charge, Da

o=

5. Bi; Table #r%s,

6. 7& Time 12.73 Abi&E#H m/z 471. 2398,
7. Spectrum EHFI PG, Eidi Graph > Duplicate Graphs

EEXF T2 A (471.2) HIHT Spectrum &S RIZATIT

Spectrum 7 #% A] s

IDA Explorer & #% S HAH><

Explorer
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i/ Bio Tool Kit IhEE

K 6-3 {REEIHEy 12. 73 FIRTES 471. 2398 I 15 it

i

[Spectrum from RP_digests.wiff (sample 1) - Sampled01, Experiment 3, + TOF MS... (o [@ ][ =]
File Edit Show Graph Process BioToolKit Window Help - 8 X
TR AL EV=l=1="
MRELs -9 heoe-laenxm || G QFRCOE =
Spectrum from RP_digests.wff (sample 1) - Sample001. Experiment 3, +TOF MS"2 (80 - 2000) from 12,735 min +
Precursor: 471.2 Da, CE: 30.0 _
3000 4 | 920.0801 471.2406 &
2500
o001 | B40437 4717417
ﬁ‘ 136.0750 7383833
g 1500 128.1012
- 187.0710
1000
7393857
500 7612824
HT??BAOQB
u |
200 400 £00 800 1000 1200 1400 1600 1800
Mass/Charge. Da
8. EFEFRICH 738.3833 (14,
9. ¥idi Bio Tool Kit > FahHEF.
Sequence Options XFiEHERIZHTH .
Az Explorer
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K 6-4 Sequence Options XfiEHE

Sequence Options EEE!!
Match tolerance:  0.050 Da lgnore isotopes and check charge state
Use Amino Acid Override Name o
[#] A
[#] C
C[CAM] E
[l C[Cme]
Fl D
[#] E
] F
Fll G
[#] H
& ]! I
[#] K
[l M
Fl M O]
[#] M
] P
i Q
[#] R
] S
Fll S[Phal il
[] Oy show thiz dialog again f the shift key iz down
| ok | [ cancal |

TER:  Hik#E Tgnore isotopes Mg E AR RGNS, FEBARBHE TR AT

I Al AN 2 7% FE R o 3R M FEL DR 25 AN IE B ) e

0 #id 0K,

Create Sequence M iHFHERIZFTIT.

Explorer
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i/ Bio Tool Kit IhEE

K] 6-5 Create Sequence XiHHE

-

=)

Create Sequence

Create Sequence for Peptide Fragments Fane)
@ Assume y-seres

() Assume b-seres

Precursor m/z: 471 2358

Precursor charge: 2

Fragment charge: 1

[] Only show this dialog again if the shift key is down

| ok | [ canesl |

ER:  JEIXXHEHE, HP AT SCHFREAT Fah b S y- A b- KRB AR
e I AR W MEE 5B R AT &

1L Haffi%E%E Create Sequence (for Peptide Fragments Pane) HiE#HE.
2 fF Precursor charge FEX N 2.

3 7£ Fragment charge BN T2 FF I LIE B R 126 7 UG ) R Ao £
U i 0K

AT SR JE AT R R R E A Spectrum B RS ANAESS HY T Bod L T REIRAG B E RIS — A
BN OEEL.

EJy Explorer
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K 6-6 FahHEFFH5E — R AT R L

[Spectrum frem RP_digests.wiff (sample 1) - Sample001, Experiment 3, + TOF ...
File Edit Show Graph Process BioToolKit Window Help

@ eI QAEES®

Precursor: 471.2 Da, CE: 30.0
200 4 ¥ 5591.3148

700 M

400 | 5753136

Intensity

£03.2152

300 - ?92.3234

“]Z “l .luu|1 bl I.ul Hlj.

@ELr-% e s 0AQCCEm =
Spectrum from RP_digests.wiff (sample 1) - Sample001, Experiment 3, +TOF MS"2 (80 - 2000) from 12.735 min +
&

IiL

625.2984

1L

575 580 585 590 535 600 605 610
Mass/Charge, Da

615 620

625

18 Xk Ntk — 2D HEFr I 21 3 ELER R AR -

BAFRER, RN S LR — AR
6 ERDI 15, HEIPTA A BENEERY QiR NIk,

Explorer
80 / 105

Vg
RUO-IDV-05-2906-ZH-B
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6-7 TR

[Spectrurn from RP_digests.wiff (sample 1) - Sample001, Experiment 3, + TOF ... o =@ R
File Edit Show Graph Process BioToolKit Window Help - &8 X
F@Ee= Ul QEEE®
QLA+ -%itho -« HA00E® =
Spectrum from RP_digests.wiff (sample 1) - Sample001, Experiment 3, +TOF MS"2 (80 - 2000) from 12.735 min +
Precursor: 471.2 Da, CE: 30.0 _ —_—
&
3000 Y E L G F
120.0801
2500
2000 ] A7
‘r-_? 136.0750 738.3833
= |
£ 1500 4 187.0710
- Jes.0ees 4337243 5342920
1000 4 292.1656
355.6974 5513148
576.3136 739.3857
500 ] £03.3152 778.4099
ﬂ.
200 300 400 500 600 700 800

Mass/Charge, Da

EE: b R 6T, ZRUUTF Rdibs: F > 6> I/L > E > Y.

PRl AR — A AR BB OL AL, T H A AR B — SR AN A T R WL 73 5
I, FTAER [ 2 ERL R R AR, AR L B AR SRR AE

FhHEF, SRR AHE

1. ¥.if Bio Tool Kit > Peptide Fragments.

Peptide Fragments EA&RISFIFF, H-5F-3hHET BB AHE

Az Explorer
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K] 6-8 Peptide Fragments %%, 5 FahHE TG AHZE 2

[Peptide Fragments] == EoE =<
File Edit Show Graph Precess BieToolKit Window  Help = 8 X
FE@ e~ I QABEEE®S
i -vihe a=sm it gQEEE =
Spectrum from RP_digests wiff (sample 1) - Sample001, Experiment 3, +TOF MS"2 (80 - 2000) from 12.735 min +
Precursor: 471.2 Da, CE: 30.0 _
&
3000 3 Y E L G F
2500 4
4717417
2 2004 hagorso !
[
s E 187.0710
g2 e 165 0889 7243 i
1000 ] SO Y ars2ome | X
{ l by 575.3136 739.3857
500 e -1 . I b
ﬂdl bl ll I.IIJML " L .ﬁlllll Il ].l.l..r IJl ].1 | ..I“.] ” | + b
200 300 400 500 600 700 800
Mass/Charge. Da
Helt BAEDE® =
Precursor charge: 2 Target fragment charge: 1
Sequence: [204.0991}-FGIEY-[127.0861)
Table | List Theoretical precursor m/z: 471.2338
Symbol Res. Mass #(N) a b b-17 ¥ y-17 E(C)
pLF 14706841 [1 32317205 | 351.16697 | 33414042 | 73838707 | 72135452 |5 )
G 7.02146 |2 32019357 | 408.18843 | 2391.16188 | 591.31265 | 57428610 |4
I 113.08406 |3 49327758 | 52127249 |504.24594 | 534.29119 | 51726464 |3
E 12804258 | 4 62232017 | 650.31509 | 63328854 | 421.20M2 | 40418057 (2
Y 16306333 |5 785238350 | 81337842 | 79635187 | 292.16453 | 275.13798 |1
_l 7] m b
FE: VLRSS s R R AE Table iEIURIGAIH LA AR T R . DLRCSEEGE s

B ANF ) H AR s (B RRAE Table SEIR M FIH AL URMA T R .

2. Pl List #EIiF.
3. B Show > Mass Calculatorss
4. F.ii AA Property &I,

Explorer
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Kl 6-9 FiEil54s —AA Property i+

[Peptide Fragments] EI
m File Edit Show Graph Process BieToolKit Window  Help - 8 X
F@ e 0] =l
Bride % he « FHESL DABEE® =
] R

3000 4 - & Sequence: [204.0991}-FGIEY-{127.0861]

Y L E LILiG F

|Tdie | Lst | Theoretical precursor m/z; 471.2398
> Mame Charge Mass/Charg” Error Se =
o ¥albg |1 114.09134 | ==
z Yalby |2 12207061 iE

yzlby |1 130.04387 E
yi-17 [ 2 138.07263 Y
¥y 2 146.58530 Y
200 400 500 200 J y 1|.r.|h. 2 “I‘IR'I'IR.Q‘IM ) GLF
Mass/Charge, Da )

YO QAEEE®

Unit Conversion | Custom Elements | AA Modffications |
| Mass Propery | A4 Fropery |Hass Accurscy I |zatopic Distribution [ Hemental Composition I Hypemass |

EB

AA sequence: [204.0991}-FGIEY-[127.0851]
Charge state: 2 [¥] "H+' charge agent (glse electron)
Composiion: {204.0991} C31H39NS08 {127.0861} H24

(Charged monoisotopic mass: 942 47562
Monoisotopic m./z: 47123981
(Charged average mass: 942 880

EE: BABNT, HEHESZSHERETFHHF RS,  FOl b &SR 75
SIRTE AA sequence FERT,

5. HREEEA T IESPIRESE, BEdi Bio Tool Kit > Set Sequence Creation Parameters.

Create Sequence XfiEtERI<FT .

Az Explorer
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K 6-10 Create Sequence XfiEiE

-

Create Sequence

Create Sequence for Peptide Fragments Fane)
() Assume y-seres

@ Assume b-seres

Precursor m/z: 471 2358

Precursor charge: 2

Fragment charge: 1

oK | [ cancsl

4

6. W R5EM Create Sequence XJIHAHE:

o Hfif{Ri%kE Create Sequence (for Peptide Fragments Pane) &i%#E.

e %% Assume b—series %I,

* f£ Precursor m/z FEXTHIN 471. 2398,
e 1F Precursor charge FEPHEEN 2.

e fF Fragment charge FEHTHN 1.

7. B 0K,

Peptide Fragments E#4F1 Mass Calculators B %5 # O 2k i 2 41 5 dE .

8. H.ii Peptide Fragments E#HH) Table &I,

Explorer
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Kl 6-11 B¥i/51 Peptide Fragments %A%, 5FshHET & M) ik AHE R

{"‘ File [Edst Shew Graph Process BioTeolKt Windew Hep - 8 X

F@ e+~ QEEE®

WEL % h"ﬁ'&”:f@"&qiﬂ‘:‘.ﬂm_'ﬂ ﬁ
Spectrum from RP_digests_.0 - 20000 from 12,735 men -
Precursce: 4712 Da, CE: 30.0 = | Precumor charge: 2 Target fragment charge: 1

& | sequence [129. 1017} YEIGF-[202 0235]

Table | Liat Thecretical precursor m/z: 471.2358

> Symbol Res Mass Z(N) & ] k=17 ¥ y=17
: ¥ 15306333 1 [ 26816957 [ 292,648 [ 275.13793 [ S13 37847 [ TR IR
£ E | 12904259 |2 | 33321216 | 421.20707 | 204 18052 | 650 31514 | 63322859
[T [17308406 |3 | 506.29%22 534 29114 | 51726450 | 52127054 | 50424509
G |5702E |4 | S5337176% | 591.31260 | 57428805 | 408.15248 | 39116193
F | 1a7.06881 |5 | 71000670 72838007 | 72135587 | 351, 16702 | 33414047
Mass/Charge, Da ]
“ BAEEE® ﬂ
Misss Property | A4 Propety | Mass Accuracy | isctopic Distriution | Blemental Compostion | Hypemass | Unt Canversion | Custom Bemerts | AA Modfications
AA pequence: 1125101 THYEIGF-{202 0235) [ Calcuiste |
Charge state 2 o] He charge agent felse slectron)
Compostion [125.1017) CITHISNSOE (202 0835) H2+
Charged monoisotopec mags: 54247962
Monoaatopss m.'e AT1 F3881
Charged arverage mass: 942 530

9. HFRiEEEAATIESPIRESR, #di Bio Tool Kit > Clear Manual Sequencing.

BRI TahHE P ARid.

A INAN 5T 20 A =

it Add Manual Reconstruct Highlights &, ¥R E M= n/z B IARICE
IREJREF . FERRN 2S5 22 H A7 B o0 B 0T 1 PN )RR IR S 2 5 X6 A R R R O Y, 1%
IheedEw A M. 8L Remove Manual Reconstruct Highlights i&EIZ:fbRric.

R HEEbR A ELE N n/z H, TR S R AN E .

PR bRl B IE B2 B N B APIRES FR G, MRS IE A TIESPIRE . &SR IR B
m/z fLE .

Lo Bl B TR TR s,

Select Sample XTiHAERIZHTI.
2. W5 Sample Data MFfRiksE, WHD Browse JFHi{E Sample Data A3,
3. % RP Intact.wiff CffF, RJ5Hd OK.

e Explorer
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K 6-12 3K H RP Intact.wiff SCHFRY TIC

[TIC from RP_Intact.wiff (sample 1) - Sample001, +TOF MS (500 - 2500]] ' ]
File Edit Show Graph Precess BieToolKit Window Help - 8 X

RELt-sho-lasm| Ul - DQREEE®
TIC from RP_Intactwiff (sample 1) - Sample001, +TOF MS (500 - 2500)
5.9

1.0e7

2.0e5
2
£ 6.0e6

4,0e5 -

le- L
[).{)e'.']+ = T —) 7 T T
2 3 4 B 6 7 8 9% 10 11 12 13 14 15 168 17 18 19

Time, min

4. L& IR TRE X 3R, (5.91 & 6. 00 4340 )@ —AFrmiL.

&l 6-13 Pl

600 800 1000 1200 1400 1600 1800 2000 2200 2400
Mass/Charge, Da

[Spectrum from RP_Intact.wiff (sample 1) - Sample001, + TOF MS (500 - 2500) ... =
File Edit Show Graph Process BioToolKit Windew  Help = 8 X
FE e QAEEE ®
i s-uhe- == 0 - GOEEE _'ﬂ
TIC from RP_Intactwiff (sample 1) - Sample001, <TOF MS (500 - 2500) +
1.0e7 &
3
2 506
0. .
54 56 58 60 62 64 65 6B 70 72 74 76 7B
Time, min
AELs - %heo- =7 IQAEEE# =
Spectrum from RP_Intact wiff (sample 1) - Sample001, +TOF M5 (500 - 2500) from 5.910 to 5.536 min +
808.2421 3427247 -
7000 - 738.0050 8931612 &
17379184
§000 1 £/ 842 7805
5000 -
£ 000 10604382
g 1211.9271
= 3000 - 14135787 1541.8939
2000 4 1541.7204
: md’_ 1695.8505
i L

Explorer

#if
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5. YR ER AT RESPIRASR, Hidi Bio Tool Kit > Add Manual Reconstruct Highlights.
Add Manual Reconstruct Highlights to Graph XTiGHERI<FTIT.
K 6-14 IMFshEEE2E

P "

Add Manual Reconstruct Highlights to Graph @

@ Mass, Formula or Sequence

Value: |

Monoisotopic mass (when formula or sequence used)

() Mass / Charge and Charge

Charge agent: -

oK | [ canesl

6. £ Value FEHEEN 16950,
7. %P I AEAHEETIRTIR, RE BT OK.

KIS E & A =5

] 6-15 A5 3T B R

|+ §

RAEL -2 o=  DQAEEE®
Spectrum from RP_Intact wiff (sample 1) - Sample001, +TOF MS (500 - 2500) from 5910 to 5.956 min
+ARPRAIRRETTNA] 8181516415414 +13 +12  +11 +10) +3 +8 +7
7 4 738.0050
7000 Iy 942 7247
5000 1 592.1194
- 5000
@ 4000 1060.4382
15 1211.9271
= 3000 - 14135727 15419939
2000 4 1541.7204
1000 4 1695 8905
ol j . : : L : - :
&00 200 1000 1200 1400 1600 1800 2000 2200 2400
Mass/Charge, Da
8. Edy Bio Tool Kit > Remove Manual Reconstruct Highlights Z=f&#ric.
Wl B T i o B
HrE Explorer

RUO-IDV-05-2906-ZH-B 87 / 105



1§ Bio Tool Kit ThEE

4

HAE AT

R IX AN IRIOKR B 7 81X e 8 E 5T E R SRS I BE 704 = MK B R 1 145
b5}

o

3

H

HA=

A8 D AEEBEE®
TR P IR, 42 B B ML

#* 6-1 THAER

Elbr  [afr CLRER
ar RS AN

B RIS T
# | El

HE: RTPZTAEPREENDEFRRHE ON “MHERER” Bbr) JTih, D &g T

2751 R AN 4
W IZEIAESK Sequence (FFID) FBr BB SCA I FHT SR B it
Ly I R B .

Find and Replace Text XFifHERI<=FTIT.

6-16 Find and Replace Text XfufHE

Find and Replace Text @

Find: |

Replace:

| oK | | canesl |

2. 7 Find FETH#ANESEHRMEE.
3. 1E Replace FBt g NG &R,
4. i 0K,

Explorer H I
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FHFH P R B 5 0 SCAS S A o B R SR
R 1 58 FR 7> B RS AR

I ZE TS /NS AR Sequence B I SCAR N RS K,

L PRS2 A SOA .
2. By “RILEMIT ARG FE” B,
A AT RS B SO A 25 /N 5 AR R SR A2
eeras ]l
R IX AN LI AT AR Sequence FEHKICA
1 B “ERFH B,
Find Text XJiHHERIZFTIT,
Bl 6-17 AR IEE
[ Find Text =

Find: |

| ok | | canca |

2. f£ Find FEHENEYHE L.
3. B 0K,

PR TSR L R IL RSO
B HRHAHK

1. ¥ Bio Tool Kit > Digest Protein.

Protein E#&EI<FT I,

¢
RUO-IDV-05-2906-ZH-B
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K 6-18 & ot B A% — B R AR T

File Edit Show Graph Process BioToolKit Window Help -

FE e~ IAEEE®

Ll KY=1=1EE i

Proten & Peptides | Vanable Modéications | ®

Enzyme: | Topsin v | Max. missed ceavages:
|

- Matched Peptide  AA Index Mono. Mass FAe_ Mass Modifications  Sequenct

[\l

- AEPTR UL T BIA S N A K8

VER:  ARZFR M GLSDGEWQQV LNVWGKVEAD TAGHGQEVLI RLFTGHPETL EKFDKFKHLK
TEAEMKASED LKKHGTVVLT ALGGILKKKG HHEAELKPLA QSHATKHKIP TKYLEFISDA ITHVLHSKHP
GDFGADAQGA MTKALELFRN DTAAKYKELG FQG (WLZLEEFEA)

w

. &# Enzyme.

EE: ARG REARE.

S

. & Max. missed cleavages.

HE: AEREPEERE 0.

5. Hidi Digests
AT B S L7 5 B S B IEA R A,

Explorer HrE
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K 6-19 EEFERK, HAHRER

[Protein Pane] [el®)=]
File Edit Show Graph Process BioToclKit Window Help -8 X
a2~ HQEBEE®
AL DQEEE® @
Protein & Peptides | Varable Modfications | ®
Enzyme: [TI]'DF'I V] Max. missed cleavages:
AA selection: (None)
111 W © | Matched Peptide AAlndex Mono. Mass Ave. Mass Modfications  Sequence
21 IAGHGQEVLI T | |
31 RLETGHPETL T 1-16 1814 85515 1816.004 GLSDGEWQ..
g‘; %ﬁ W T2 (73 ie058477 1606799 | VEADIAGHG...
5;_: qunlﬁ.ﬁ'\"LT " T 32-42 127065575 1271.436 LFTGHPETLEK
81 o 43-45 |408.20088 402,455 FOK
o &‘5“2—;";“0':1 @ (5 s 27 293,366 K
111 [IHVLHSKHP | .
2| W O (Te 48-50 |396.24850 3%.4%0 HLK
13 HIBALELFRE | 17 51-56 |707.31589 707.801 TEAEMK
L R W (T8 [57-62 66132827 £51.710 ASEDLK
| ] 63 146.10553 145,189 K
W (TI0 |84-77 137783439 1378679 HGTVLTAL ..
W T | 146.10553 146.189 K
W T2 | 146.10553 145,189 K
B T3 |80-% 185235440 1854.056 GHHEAELKP...
W Tie  [97-98 28316444 283.331 HK
W (T15 (99102 46932642 469,625 IPIK
B e |103-118 188401454 1885134 YLEFISDAIH. .
@ T7 119-133 | 150166198 1502 626 HPGDFGADA...
B T8 [134.139 74742793 747.893 ALELFR
W T3 |140-145 |630.33369 630699 NDLAAK
W T20  |146-147 309.16886 309.365 YK
B (T21  [148-153 64930714 §49.701 ELGFQG

6. By Variable Modifications &I,

ik
RUO-IDV-05-2906-ZH-B
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K 6-20 B G — R RAZBUETR

[Protein Pane] E] [5]
File Edit Show Graph Process Bio ToolKit  Window  Help - 8 X
F@Ee=" | IAEBE®
~aR DeEBEBE® =
" Protein & Peptides| Vanable Modfications o
Max. number of simultaneous modifications: '3. -~ To apply modffications, press Digest on Protein &P
lsze Symbol Mass Shift Type Applies To Name =
wf BT Tk 435106 Emine Beid | SKC Acety] P
&) [DAc] 45,0284 Amino Acid KSTYH Acetyl:2H(3)
[£3] & [FEQ] 4141937 Amino Acid CK Acety|-FEO-Biotin
[E2] O [Rec] 59.01%4 Amino Acid ST AEC-MAEC
H [Amd] 420218 Amino Acid C Amidino
&) [&mn] 15.0108 Amino Acid Y Aming
] [dAm] -17.0265 Amino Acid M Ammonia-loss
& [Ach] 6346628 Amino Acid c Archaeol
W [AGA] -43.0524 Amino Acid R Arg->GluSA
J [ IFienl -47 218 Lirvinn Arid =] ur et [y 2
o m

7. %% Max. number of simultaneous modificationss

TR AERETIERENE 3.

8. Alif Use FIFFIIRILHE, DUHATIR HIEIL

st IR ERR BoRAE R IEAE M, BB SRS AR AT 148 58 BRI R AR L3 0

HE: AEEPEERZE [1Ac] KEILHE.

Explorer
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K 6-21 %EBEoRpl

[Protein Pane] I?@
File Edit 5how Graph Precess Bie ToclKit Window  Help - 8 X
@B BAREE®
LuaneaEEEw® ﬁ
Protein & Peptides, Vansble Modfications |
Mz number of simultaneous modifications: | 3 - To apply modffications. press Digest on Protein & P
' Use Symbol  Mass Shift Type Applies To Name =
=] F|NAd | 42,0106 | Amino Acid | SKC | Acetyl m
- ¥ [CCys
¥ | K Lys
[ | S Ser
Usze Symbol Mass Shift Type Applies To Hame
+ B [DAc] 45,0294 Amino Acid KSTYH Acetyl 2H(3)
] [ [FEQ] 4141537 Amino Acid CK Acety|-PED-Bigtin
w{ [ [Aec] 59.0154 Amino Acid ST AEC-MAEC
0 |1Amd) 420218 Emino Acid | C Amidine -
J ‘ m ] b

9. By Protein & Peptides i&IF.,
10 ¥ Digest.

RPN RAEIE NG P 7 i ik #% .

Az Explorer
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K 6-22 ARG, HABSUEER

 [Protein Pane] (| g
File Edit Show Graph Process EBioToolKit Window Help - 5 %
o =+ BEQEEE®
AN BAEEE® &
| Proten & Peptdes | Vassbie Modfications | .‘
Enzyme l_TIwI'! '] Max. missed cleavages: 'U v\_ [ Digest
A sscon; (None)
3 AT ET X OXERALK EACMAASED ‘Eluww Posbde Lo Moss  Mass  Modfcaors Seauence
&1 LKEHG TVVLT ALGGILKKKG HHEAELKP LA
o] IQSHATKHKIF BOYLEFISDA HHVLHSKHE T 1-16 | 181489515 1E16.004 GLSDG....
L WELFRW B T 116 18560571 1858041 [1Ac) @bo. |GLSOG... | |
w m 1-16 183891628 1900078 | H1Ac] GLSOA.. |~
W T2 17-31 | 1E05.84747 | 1606.799 |VEADIA
m T 32-42 127065575 | 1271436 LFTGHP.
| T3 32-42 131266612 1313473 |[1A2) LFTGHP
W (T4 4345 (40220088 408455 [
W T4 43-45 45021145 (450452 |[1Ac) FDK]1Ac]
W T 46-47 (29307 293366 FK
| ™ 46-47 33518451 335400 |[1Ac) FrdAc]
W |6 |48-50 3624850 396430 [k
W (TE  [48-50 43325907 438527 | [1Ac HLKT1A<]
W (17 515 (70731589 | 707800 TEAEMK
m T 51.56 749.32656 749838 | 1Ac) TEAEM..
a T8 57-62 | EE1.32827 |eE1.T10 ASEDLK
[ ] T8 57-82 70333884 (TOITAT | [1Ac](@bso .ASEDLK =

LCMS Ak E #2)

W LOMS ik BRI SR A 5T B 0 5 LA A I B gt AT 6 B

BP0

faf 2 AN I 2H FH 55 B R BT A 2 2 i R s .
LoBdE TEERR “FTHFEAR” Elbs.
Select Sample XTiHAERIZHTIF.

2. R Sample Data SCAFJCREE, WIS Browse FEHIfE Sample Data SCfFK.
3. JEHE RP digests.wiff X, #RJ5Hd OK.

Open IDA Sample XfiEHERI<FTJF.

LCMS fKEM T ESH M

HIR, iz T H AR B R A7 3R R 5T

Explorer
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K 6-23 Open IDA Sample XfiEHE

Open IDA Sample @

How do you want to open this DA sample?

() With the DA Explorer

[] Only show this dialog again if the shift key is down

| ok | | canca |

4, WR%EE As a standard TIC &I, Rj5HdF OK.

IR — A5 IDA Survey from RP digests.wiff (sample 1) — Sample001 PUFHAKR
No MBI AR FRIX AL

K 6-24 IDA Survey from RP digests.wiff

[IDA Survey from RP_digests.wiff (sample1) - Sample001] =8 Eoh =~
File Edit Show Graph Process BioToolKit Window Help = 8 X
FE e I AEEBEB®
MELr - (% ho- eIl - GAEEEwW =
— @ IDA Survey from RP_digests wiff (sample 1) - Sample001 +
@ DA Dependent Sum from RP_digests wiff (sample 1) - Samplel01 —_—
100% - 4738 . B8 R
90% 2418
B0 4
] 70%
=
o -
E E'ﬁ’l 1
= B0 4
@ -
3 40% 4
= 0% 4
#® 13,
207 4
10% 4 3122 10630 11§52
W
2 4 5 & 10 12
Time, min

5. Bty Bio Tool Kit > LCMS Peptide Reconstruct (with peak finding)

LCMS Peptide Reconstruct Options XJiEHERIZFT I

Az Explorer
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K 6-25 LCMS Jik 55 A8 000 5 HE

LCMS Peptide Reconstruct Options | 22|
Time Range
Minimum retertion time: 0.00 min ["] Maximum retention time: 0.00

‘Enhance’ Peak Finding

Approxdmate LC pealc width: SEC Minimum intensity in counts: B counts

[] Perform background subtraction Chemical noise intensity multiplier: 15

Charge Deconvalution

Mass tolerance: 0.100 Maximum charge: 5

OK ] [ Cancel

6. FESRBLII T BB T SIMH:

£ Minimum retention time FEXWNHIA 9.00 4%
%P Maximum retention time EIRHE, RIGHETFZEFEEN 16.00
£ Approximate LC peak width FEH#HAN 6.0 #

FER: VTR ADUE 1 58 79 SR DR R ST ) (R A2

£ Minimum intensity in counts FEXHEEN 5 P

£ Chemical noise intensity multiplier FETHAN 1.5
£ Mass tolerance FEFEEAN 0.100 Da

fF Maximum charge FEXHH#EAN 5

R AT RERD T R fo 2 T O A S e BV AL B B S L RS, O
FRARTER F E B RAFE n/z [HHEE .

7. Hidi OK.

BT R AR B TR X A kAR . IR TR RN IRECA TS R Index. Ret. Time.
Mass. Mass / Charge. Int. Sum PLA Num. Peaks.

Explorer e
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K 6-26 FAIEIER

File Edit Show Graph Process BioToolKit Windew  Help - 8 X
FE "7 D AEEE® |
Gidks (vrie- =m0l - GAEEOE® -
— @ IDA Survey from RP_digests wiff (sample 1) - Sample001 +
@ IDA Dependent Sum from RP_digests wiff (sample 1) - Sample001 _

100% 24593 . 25508 g

E a0 24 905
o
s 60%
2
a 40%
] 13,963 18007 4 1.318
= o 3122 h1 1 157 i@

0., v L y FJ | 1 ﬂ_

2 4 6 8 10 12 ¥X®
Time, min

L2 BQRAEEE® =
+ Hitering

Ret. Mass / It -

Index Tine Mass Charge Sum Num PeakD Charge

904 4451103 12182 |2
2 9.05 4153126 |6.501 1
3 910 4173722 |360e1 1
4 851 563.1863 12182 |2
5 957 4001640 |5.20e1 |1
3 964 393.3841 1502 |4
7 9.72 616.3044 14%2 |2
8 572 4001647 |4.40e1 |1
. — PEEppap— ez o 1=

8. FBJF Filtering PLE A H AL &,

T TR : Intensity threshold . Min.

only.

Num. Peaks F Show matched peaks

ik
RUO-IDV-05-2906-ZH-B

Explorer
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K 6-27 ik
MU QEEE 3

—| Filtering
Intensity threshald: :,

Min. Num. Peaks: [ ] Show matched peaks only

Index '?“ﬁe Mazs g?:fgé !;Ltjm Num.Feaklil g?::gé Imtensity  Change  Mang
904 4451103 121e2 |2 446 1176 6901 1

2 5.05 4133126 |630e1 |1 5_24]&1 1

3 510 473722 |360e1 1

4 5.5 563.1863 121e2 |2

b 957 4001640 [520e1 |1

[ 964 057 207 1907 |4 i

9. HF—AIWMEAILIERS, LT EH A

WE: FEAFFET, Intensity threshold WEAN 2.39e4, Min. Num. Peaks WHE N
4

o

Kl 6-28 ity 5 i E M5 R

LR UQEEE |+
—| Filtering
Intensity threshold: J
Min. Num. Peaks: [] Show matched peaks only
Index {Hﬁe Mass g?:fgé Rm Num.FeakJ g?:.-sg; #  Intensity  Charge Mono. ol
10,62 1501.6620 23%5 |17 501 5605 2584 |3 =
2 11.55 1270 6542 25985 |16 R0 2947 174 |3
3 1268 540.4651 1935 |3 5022281 |141ed |3 B
4 13.15 1605 8485 B62eh |18 502 5619 546e3 |3
5 15.76 hE3 3048 163h |4
502 8962 23%3 |3
& 15.78 TAT 4268 1565 |4
5032254 3582 |3
751.8383 38%4 |2 i
N
T HAF
il 1 O =01
Explorer HrE
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A TR AR EAR, %55 2.

#* 6-2 LHFER

EbE | #f (LRI
w R XIC

DA Sib7 IDA MS/MS Jriiih

EE: RTZLAEFRERANERRRE ON “MERER” B JHin, WEH @ T

SRR XIC
M AW XIC” BERR, FAURMA XIC G2

K 6-29 EoRFHEA XIC 5%

[Spectrum from RP_digests.wiff (sample 1) - Sample001, Experiment 1, + TOF ... == o =
File Edit Show Graph Process BioToolKit Window Help - 8 X
FE e 0Q =N
SR, &% i hie o =om EAE A o T A e e o,
Spectrum from RP_digests... - 2000) from 10.621 min +| - @ XIC from RP_digests.wi..): 50156 +- 0.10 Da +
_ @ XIC from RP_digests wif...0): 501.89 +/- 010 Da —
7518388 2 @ XIC from RP_digests wif ..0): 502.23 +- 0.10 Da &
3584 1 @ XIC from RP_digests.wif...0): 502.56 +- 0.10 Da
® XIC from RP_digests.wif...0): 502.90 +/- 0.10 Da
3.0e4 @ XIC from RP_digests wif . 0): 503.23 +- 010 Da
@ XIC from RP_digests. wif,.0): 751.84 +- 0.10 Da
2.5e4 1 @ XIC from RP_digests.wif...0): 752.34 +/- 0.10 Da
3 150216723 @ XIC from RF_digests wif ..0): 752.84 +/- 0.10 D=z
= 2.0e4 752 8358 O XIC from RP_digests wif...0): 753.34 +- 0.10 Da
E 15026759 Tt mmTe e s T s
1.0e4 | 752,2410 1504.6784 £
6 Ge3 | 778.7935 1508.6801 RS
0. M’ LB ll Al Ded
1000 1 100
Mass/Charge, Da

WFARE VS &, SEURERNSIE N TSR — k. BNSEKRER n/z B
XIC 72 &AM T NS .

E o~ IDA MS/MS Ji it
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