20190531_JPinto_Troponin_XL_Dark_0_30B_90minGrad_4uL_1 #7456-7506
F: FTMS + p NSIFull ms [350.00-2000.00]
406.4804

Relative Abundance
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RT: 55.43-55.67 AV: 12 NL: 1.81E4

KSGK (cTnT 197-200)

YDIEAKVTK (cTnl 112-120)

cTnT K197 — cTnl K117

407.4868
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& Detail Window

File: FAProje .. rad_4ul_1.mzxmML_9.zhrs
Scan: 7462

theor. Mass (M + H+): 1622.9

meas. Mass (M + H+) 16228975
Deviation -1.5 ppm

miz: 406.478827880559

Peptide B:KSGK] (k1)
(=sp|FP453. frorm 197 to 200}
Peptide o:[YDIEAKNTR] (KB}
{=5p|P194. fram 11210 120)
Crosslinker: DES/ES3

Score 102

identified signals (0.003)
ion series (0.002)
intensity Ratio (0.00g)

hitsfpossible ions (0.0)

KSGK (cTnT 197-200)

YDIEAKVTK (cTnl 112-120)

Charge: +4
110.0 3 v
E T
105.0 3 4492 CTnT K197 - CTnI K117
100.0 —E
a5.0 —E
a0.0 —E
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250 3 " byh b (- 18 ¥, 0 11111 2+
é Y'1B1+ b201+ bBU‘H h 0(_1 8)3+ 2520 j j j gi
2003 *;]’115;1 2071 279.2 yo® 370.7 4478 b:B(_ma+ B17.5
150 E . Y 3885 3893 bag(_1?)3+ b 02+
: - 38 3 4375 Gy DECIER
oy 3 I 4373 493-7|499.7 550.5 553.0 600 4 B57.6
DD _E illk T II I“II il II"ll'lll II IIII Ii 1 l.“| III II‘Iljlulll ‘i .Illllll| I"ll II‘I | IIIII T II| Ill I‘Ii |I I|II II T i I. II} T | Illl T lI II T | TTTTTTTT
100.0 150.0 200.0 250.0 200.0 3500 400.0 450.0 500.0 550.0 600.0 B50.0 700.0
E é * ° .. - - LY ° - '
S 003 . S B . %t » . : : -
= :IIIIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|III.I|IIII|IIII|IIII|IIII|IIII|IIII|IIII|III _
100.0 180.0 200.0 280.0 a00.0 380,10 4000 4500 &00.0 850.0 £00.0 G50.0 700.0 0% rel intensity  100%

'z



20190531_JPinto_Troponin_XL_Dark_0_30B_90minGrad_4uL_1 #10346-10387 RT: 68.70-68.89 AV: 11 NL: 1.61E4

F: FTMS + p NSI Full ms [350.00-2000.00]
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Relative Abundance
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z=4
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z="

534.5619
z=4

KSGK (cTnT 197-200)

VTKNITEIADLTQK (cTnl 118-131)

cTnT K197 — cTnl K120

534.8126
z=4

535.0641
z=4
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z=?
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A T proerprre
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& Detail Window

File: FAProje .. rad_4ul_1.mz<ML_5zhrs
Scan: 10338

theor, Mass M + H+ 21302016

meas. Mass (W + H+): 2130203
Cieviation 0.7 ppm

iz 533.306213378906

Peptide B:KSGK] (K1)
(=sp|P453. from 197 to 200)
Peptide o:WTEMITEIADLTQE] (K3}
(=sp|P194. from 118t 131)
Crasslinker. DS3IBS3

Scare (145}
identified signals {0.0)
ion series (0.
intensity Ratio (0.001)

hitsipossible ions {0.0)

KSGK (cTnT 197-200)

VTKNITEIADLTQK (cTnl 118-131)

Charge: +4
115.0 3§
cTnT K197 — cTnl K120
105.0—2 yal-18)™ o
3 B57 4 7 e
100.0 3 ¥y, 00 18]
3 ¥, 0= 177
85.0 5 B72.1
00 = BB4.5
BS.D—E
a0.0 —E 6741
E B71.0
7505
3 G76.5
E [ESGE]
= 3 5968 v, a-18)" g
£ B5.0 3 4294 o4 N
é g0.0 E b, o™ HdJ
= E bgu3+ ysu(-18)“
= 2+
R : ba(-17)2
E 524 6 b B BE3.6
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3 432 5 B0 B b o rfrrrrrr
400 3 bool-181" 4hg 5 4861 5163 L rlr oy
E b af-17)% : I S
350 3 447 4 Yo rrrrrrrr
=g K 1+ 1+
5133 o Bir54 Y nag « [VIENITEIADLTQE]
0.0 = 4014 b g2+ B0 4 7006 1
= ] B05 4 J11111111
250 3 4p8.5 5162 111111111
3 v, 0% 5203 111771 1
wo§ 1851 2443 3273 3950 | '
15.0_5 YEUZ'L 0237 B73.1
1003 2672 90 3733
"3 2434 289.2 '
50 3
T
1600 2000 2500 3000 3500 4000 4500 5000 S500 6000 G600 7000 7SO0 8000 8500 9000 @500 10004
E % - o® N o R e o
S o003 et : .t ae % . .00 2% o b o, = ° = ? .
E ; * . . 0 . ) L . “ : = : ’
I|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIIIIIIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII| _
1500 2000 25000 300.0 350.0 4000 450.0 500.0 5500 600.0 650.0 7000 750.0 800.0 850.0 9000 9500 10000 0% rel. intensity  100%
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20190531 _JPinto_Troponin_XL_Dark_1_35B_180minGrad_5uL_1 #16011-16061 RT: 96.22-96.44 AV: 11 NL: 6.01E4
F: FTMS + ¢ NSI Full ms [350.00-1700.00]

100

Relative Abundance
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KSGK (cTnT 197-200)

VTKNITEIADLTQK (cTnl 118-131)

cTnT K197 — cTnl K120
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& Detail Window

File: F:\Proje .. rad_Sul_1.mz<ML_1.zhrs
Scan: 160049

theor. Mass (M + H+): 21302016

meas. Mass (M + H+) 2130.2018
Deviation 0.1 ppm

miz T10.738760953125

Peptide B:[KSGK] (K1)
(==p|P453. from 197 to 200)
Peptide o:[WTHNITEIADLT@R] (K3)
{=5p|P194. fram 11810 1313
Crosslinker: DES/BE3

Score 111y

identified signals (0.007)
ion series (000
intensity Ratio 0.0ty

hitsipossible ions (0.0}

KSGK (cTnT 197-200)

VTKNITEIADLTQK (cTnl 118-131)

Charge: +3
115.0 3
cTnT K197 — cTnl K120
110.0 3
105.u—§ b o
100.0 5 Vil 187
3 ¥ - 177
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50,0 =
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85.0 3
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80.0 3 Y, 02" gt
3 She & 1018 6
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- b,R(-18 " :
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5 L0i-17) T
£ 600 - £89.0 b o(-177%
® ' ymi-17)"
e GBS 4 2840 1QDD1 7
= E 539.2 T BET 4 ’
5003 534 5
15.0 B93.5
E b = 8491.3 799 6 b 2" fdrr
40.0 3 2+ +
3 b0l-15) b, 10186 CFerfrerr
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35.0 3 5 ¥, 592 49 a4 [VIENITEIADLTQE]
o 548.0 b, a2 BT65 b ot b, o2 01 B Y
= ' 11111114111
= b, o177 B722 87 8783 171
25.0 3 .
E 5431 b, . v,0"
E 2005
150 3 1 vt B7B S 0206 ;
3 v BT 3 ¥yl W0
1003 g1 374 6072 1131.8 1945 8
5.0 3 .
IS RN P SRR A 11 .MLJL . ORI R
. I|IIII|IIII|IIII|IIII|IIII|IIII|IIII|III II|IIII|IIII|IIII|IIII|IIII|IIII|
200.0 200.0 400.0 500.0 B00.0 700.0 &00.0 a00.0 1000.0 1100.0 1200.0 1300.0
E ; ] ] : . ] . -
= E . s - - " 5 * L% o 2 . “ e ® g * s - ® . . .
:% 0.0 - . : -, . o s
= :I|IIII|II.II|IIII|IIII|IIII|III?llIII|.IIII|.IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|I.III|IIII|IIII|IIII|IIII| _
200.0 a00.0 400.0 500.0 G000 700.0 200.0 a00.0 10000 1100.0 12000 1300.0 0% rel intensity  100%
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1+
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20190531_JPinto_Troponin_XL_Dark_1_35B_180minGrad_5uL_1 #11910-11951 RT: 76.44-76.56 AV:4 NL: 6.01E4
F: FTMS + ¢ NSI Full ms [350.00-1700.00]

Relative Abundance
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YDIEAKVTK (cTnl 112-120)

cTnT K200 — cTnl K117
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& Detail Window

File: FAProje .. rad_aul_1.mz<ML_8zhrs
Scan: 115933

theor, Mass (M + H+): 1650.9061

meas. Mass (M + H+): 1650.9083
Cieviation 1.3 ppm

iz 825 957 FEI6T1875

Peptide B:[SGKR] (K3
(=sp|P453. from 198 to 201)
Peptide a:[YDIEAKWTR] (KE)
(=sp|P194. from 112 to 120)
Crosslinker. DSS/ES3

Scare (112

identified signals {0.013)
ian series (0,006
intensity Fatio (0.002)

hitsipossihle ions (0.0)

SGKR (cTnT 198-201)

YDIEAKVTK (cTnl 112-120)

Charge: +2
1100 -
3 T2 o, B11.6 _
1050 3 - cTnT K200 — cTnl K117
100.0 5
950 BO0 5
gn.u—i
85.0—% 8037
3 8056
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750 3 809.1
3 o 7974
700 3 Yot
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z 3 u 2+
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40.0—5 G553 B08.2 Frrrr a4
E b o™ r rrrrr 1+
35.0 3 7%31 a [YDIEAKVTE]
3DD§ BE0.3 | o ““Hj 2
3 S| B Pre(- 18/ 1343 5
03 Pre(-172*
E 2+ ) 1+ k B1+
200 5 Ygll . 817.0 b0 w By
3 4793 4887 8659 Yo 560.5 10288 1304 7 7" 1476.8
15.0 3 B30.6 : oy 1403.9
10.0 E v 4575 58743
C 3 3360 M2 agss ' ‘ 553-5|
5.0 3 |
T
3000 400.0 500.0 g00.0 7000 2000 a00.0 1000.0 1100.0 1200.0 1300.0 1400.0 1500.0
g 3 . .
= J s . ee ® *w HIL
2 00 ; L . L B L} L - H ‘e - e
= :II|IIIIIIIII|IIII|IIII|IIII|IIII|II.II|IIII|IIII|IIII|II.II|0IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIIIIIIII| _
300.0 400.0 500.0 600.0 700.0 800.0 800.0 1000.0 1100.0 1200.0 1300.0 1400.0 1500.0 0% rel intensity  100%

YT



20190531_JPinto_Troponin_XL_Light_0_30B_90minGrad_4uL_1 #6204-6224 RT: 55.21-55.31 AV: 6 NL: 4.44E3
F: FTMS + p NSI Full ms [350.00-2000.00]
406.4805

Relative Abundance
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cTnT K200 — cTnl K117
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& Detail Window

relative Intensity [%)]

deviation [Da]

File: FAProje ..
Scan: 6212

theor, Mass (M + H+): 1622.9
meas. Mass (M + H+) 16229011

Ceviation 0.7 ppm

oz 406.4807 43408203

Charge: +4

rad_4ul_1.mzhL_fzhrs

Peptide B:KSGK] (K4)
(=sp|P453. from 197 to 200)
Peptide a:[YDIEAKWTR] (KE)
(=sp|P194. from 112 to 120)
Crasslinker. DS3IBS3

Score {109}
identified signals {0.002)
ion series (0.
intensity Ratio (0,022

hitsipossible ions {0.001%

KSGK (cTnT 197-200)

YDIEAKVTK (cTnl 112-120)
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20190531 _JPinto_Troponin_XL_Dark_0_30B_90minGrad_4ulL_1 #7812-7833 RT: 57.16-57.22 AV: 3 NL: 1.89E4
F: FTMS + p NSI Full ms [350.00-2000.00] }
LN EKK (cTnT 206-208)
100, Z°
= YDIEAKVTK (cTnl 112-120)

95+

90; 53333988 cTnT K207 — cTnl K117
854

80—

75~
- 537.9761

70— z=3

. 538.3103
- z=3

Relative Abundance
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=2 z=? M\J ZT MJ LA s /\J ZTL

o
536.6 536.8 537.0 537.2 537.4 537.6 537.8 538.0 538.2 538.4 538.6 538.8

o
Ll

o




E Detail Window

File: FAProje .. rad_4ul_1.mzxhL_0zhrs
Scan: 7820

thear. Mass (M + H+): 1607.2891

meas. Mass (M + H+): 1607 3568
Ceviation-1.4 ppm

iz 836 6337890625

Peptide B:[ERK] (K2}
(=sp|P453. from 206 to 208)
Peptide a:[YDIEAKNWTE] (KE)
(==p|P194. from 11210 120)
Crasslinker: DES/ESS

Score ]

identified signals {0.019)
ian seties (0.091)
intensity Fatio (0.001})

hitsfpossible ions (0.0)

EKK (cTnT 206-208)

YDIEAKVTK (cTnl 112-120)

Charge: +3
110.0 5
3 v, o7
105.0 3 G656
100.0 3 cTnT K207|— cTnl K117
95.0 G585 | BBO7
0.0 —E
85.0 —E
3 2
50.0 4 ¥ ol-1 B]2+
3 v, 0-17)
75.0 -3 656 6
E r 3+
70.0 3 r o5
3 b g™ 1+
¥ B5.0 55924 B [EEE]
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£ @0.0 3 U 24
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2 550 E b= 1777
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3 Yoo oo
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360 5 BO0.1 b,a(-17) rr Tt
E v.al 18y 7231 a [YDIEAKVTE]
20.0 3 1+ o 520.2 1111 14
E 2%31 799 3 430.3 4602 519.2 B47.5 72349 111 2+
#03 | 5249 | 6182 .
2 . : : BG4
200 3 wn(-18)" oot ‘ yof-18)2
E _1EpEt Y7 ! g10.0 3
150 3 230.2 2801 364.3 i?gg_wiﬁ 4447 4483 1 5271 vLa(- 7R
E o33y | 2512 W 4330 5279 | B99.0| 7141
10.0 3 ' 2811 39;?3 5161 6009 B57 B
0.0 _E illnll I| i III.I I|'“|'“| |”|" .I.!..|||I|||L |Lili| l|||LII IIlMIIiLrJIhI.IIILIII“ I||I !I |I ||]l|. |'J| II.l.llmI - ? — |l' - IJI
150.0 200.0 250.0 300.0 350.0 400.0 450.0 500.0 550.0 B00.0 B50.0 700.0 750.0 800.0
g 3 )
_§ 0o z . . - - - - - L . .. ° - ® . - L - a L o
= :IIIIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|I.III|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIIIIIIII|IIII|IIII|IIII|IIII| _
150.0 200.0 250.0 300.0 350.0 400.0 450.0 500.0 550.0 00.0 650.0 700.0 750.0 200.0 0% rel. intensity  100%

Mz



20190531_JPinto_Troponin_XL_Dark_0_30B_90minGrad_4uL_1 #10651-10680

F: FTMS + p NSI Full ms [350.00-2000.00]
706.0690

Relative Abundance

100
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z=3

705.7344
z=3
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z=?
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z=3

706.3486
z=?
706.7380
z=3

706.4634

707.0766
z=3

7=7 706.9516

z=?

RT: 70.35-70.42 AV: 3 NL: 4.93E4

EKK (cTnT 206-208)

VTKNITEIADLTQK (cTnl 118-131)

cTnT K207 — cTnl K120

707.4105
z=3

707.7455
z=3

708.0788
z=3

707.9997
z=?

707.0
m/z

707.5 708.0



& Detail Window

File: FAProje .. rad_4ul_1.mz<ML_3 zhrs
Scan: 10627

theor, Mass (M + H+ 21151907

meas. Mass (W + H+): 21151886
Ceviation-1.0 ppm

iz T05.7 34375

Peptide B:[EKK] (K2)

(=sp|P453. from 206 to 208)
Peptide o:WTEMITEIADLTQE] (K3}
(=sp|P194. from 118t 131)
Crasslinker. DS3IBS3

Scare {106}

identified signals {0.002)
ion series (0.091)
intensity Ratio (0.001)

hitsipossible ions {0.0)

EKK (cTnT 206-208)

VTKNITEIADLTQK (cTnl 118-131)

Charge: +3
) cTnT K207 — cTnl K120
110.0 4 1+
3 Ygti
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mn.u—i
gs.u—i
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3 & b o
5 b oni-18 2+ 10218 5
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E 5504 1 0017 rro 3t
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20190531 _JPinto_Troponin_XL_Dark_0_30B_90minGrad_4uL_1 #10651-10680 RT: 70.35-70.42 AV, 3, NL:
F: FTMS + p NSI Full ms [350.00-2000.00] EAng (CNi'nGIZ%G-ZOS)
529.8035

Relative Abundance
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& Detail Window

relative Intensity [%)

deviation [Da]

File: FAFProje . rad_dul_1.mz<mML_8 zhrs
Scan: 106451

thear. Mass (M + H+) 21151907

meas. Mass (M + H+): 2115.1903
Ceviation -0.2 ppm

iz 529 553039550781

Peptide f:[EKK] (K2)

(=sp|P453. from 206 to 208)
Peptide a:[WTRMITEIADLTGR] (K3)
(=sp|P194. from 11810 131)
Crasslinker: DES/BES3

Scare (117
identified signals (0.0}
jon series (0091
intensity Fatio (0.

hitsipossible ions (0.0)

EKK (cTnT 206-208)

VTKNITEIADLTQK (cTnl 118-131)

cTnT K207 — cTnl K120
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20190531_JPinto_Troponin_XL_Dark_1_35B_180minGrad_5uL_1 #12961-13011 RT: 81.30-81.54 AV: 13 NL: 5.77E5
F: FTMS + ¢ NSI Full ms [350.00-1700.00]
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Relative Abundance
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E Detail Window

File: FAProje .. rad_gul_1.mzxhL_5Azhrs
Scan: 12960

theaor. Mass (M + H+): 1882.032

meas. Mass (M + H+): 18820287
Deviation-1.3 ppm

Peptide f:[FKQGK] (K2)
(=sp|P453.. from 254 10 258)
Peptide a:[YDIEAKNVTK] (K6
(=sp|P194 frorm 11210 1200
Crosslinker: DESBS3

miz 471.262878417969

Score 73
identified signals (0.0)
jon seties (0.0
intensity Ratio (0.002)

hitsipossihle ions (0.0)

FKQQK (cTnT 254-258)

YDIEAKVTK (cTnl 112-120)

-~y
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20190531_JPinto_Troponin_XL_Dark_1_35B_180minGrad_5uL_1 #12961-13011 RT: 81.30-81.54 AV: 13 NL: 5.54E5

F: FTMS + ¢ NSI Full ms [350.00-1700.00] FKQQK (cTnT 254-258)
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& Detail Window

File: FAProje .. rad_gul_1.mzxmML_2zhrs Feptide Bi[FEQQK] (2 Score (14a)
Scan: 12968 (=sp|P453. from 264 to 258) identified signals {0.001) F KQQK (CTnT 254_258)
theor. Mass (M + H+): 1882.032 Peptide a:[YDIEAKNTE] (KB} jon seties (0.0

meas. Mass (M + H+): 1882.0327
Cieviation 0.3 ppm

(=sp[P194. from 11210 120)
Crasslinker: DES/ES3

intensity Ratio (0.002)
hitsipossihle ions (0.0)

iz B28.015747070313

YDIEAKVTK (cTnl 112-120)
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20190531_JPinto_Troponin_XL_Light 0_30B_90minGrad_4ulL_1 #9984 RT: 76.52 AV: 1 NL: 3.65E4

F: FTMS +p NSI Full ms [350.00-2000.00] QQKYEINVLR (cTnT 256-265)
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= Detail Window

File: FAProje .. rad_4ul_1.mz<ML_3 zhrs Feptide B:[YDIEAKNTR] (KE) Score (89
Scan: 9985 {=zp|P194. frorm 112 ta 120) identified signals (0.012)
theor. Mass (M + H+): 2494 3552 Feptide o:[QQKYEINYLR] (K3 ion series (0o
meas. Mass (W + H+)0 2494 3515 (=sp|P443. from 256 to 2649) intensity Ratio [(IRIARY

Ceviation-1.9 ppm
miz 8321 22008277344

Crosslinker: D3S/ES3

hitsfpossible ions (0.001)

QQKYEINVLR (cTnT 256-265)

YDIEAKVTK (cTnl 112-120)
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20190531_JPinto_Troponin_XL_Dark_1_35B_180minGrad_5ul_1 #22001-22046 RT: 124.37-124.54 AV: 8 NL: 5.47E4

F: FTMS + ¢ NSI Full ms [350.00-1700.00]
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& Detail Window

File: FAProje .. rad_aul_1.mz<mML_8zhrs
Scan: 21931

theor, Mass (M + H+): 3001 6568

meas. Mass (W + H+): 3001 6542
Ceviation -0.9 ppm

iz 75116900634 7ESE

Peptide B:[QQKYEINVLR] (K3
(=sp|P453. from 296 to 265)
Peptide o:WTEMITEIADLTQE] (K3}
(=sp|P194. from 118t 131)
Crasslinker. DS3IBS3

Scare 127
identified signals {0.008)
ion series (0.
intensity Ratio (0.003)

hitsipossible ions {0.001%

QQKYEINVLR (cTnT 256-265)

VTKNITEIADLTQK (cTnl 118-131)
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20190531_JPinto_Troponin_XL_Dark_1_35B_180minGrad_5ul_1 #8200-8243 RT: 58.07-58.23 AV:7 NL: 8.12E3
F: FTMS + ¢ NSI Full ms [350.00-1700.00]
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& Detail Window INDNQKVSK (cTnT 268-276)

File: FAProje .. rad_aul_1.mzxhL_0zhrs Feptide B:[GKFK] (K2) Score (107

Scan: 8270 (=sp|P194. from 137 to 1400 identified signals {0.014) '

thear. Mass (M + H+): 1661.9221 Peptide a:[INDMNGKYSE] (KB) jon seties (0.018)

meas. Mass (M + H+): 1661.9138 (=sp|P453. from 263 to 2TE) intensity Ratio (0.002)

Ceviation-1.9 ppm Crosslinker: DES/BS3 hitsipossihle ions (0.0) G KFK (CTnI 137_140)

miz: 831.463073730469

Charge: +3 cTnT K273 — cTnl K138
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5182721 [AKVTGR] - {MDDIYK] TnT K282 — TnC K6
[M+3H]3* m/z exptl. 518.2721

[M+H]* m/z exptl. 1552.8019, calc. 1552.8040
Mass error -1.32 ppm

Amass = 4.0272 Da——

518.6067
519.6145

519.9487

Y

518.2 518.8 m/z 2194 520.0



relative Intensity [%)

deviation [Da]

Detail Window

File: Cllsers . rad_Sul_1.mz<mML_7 zhrs
Scan: 12778

thear. Mass (M + H+): 1552804

meas. Mass (M + H+): 1552 8037
Ceviation -0.1 ppm

iz 518 272766113281
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