Intensity

le+05 2e+05 3e+05 4e+05 5e+05

0e+00

XIC of MS1

0 511.191
0 511.527

511.862
0 512.198

23.0 23.5 24.0

retention time [min]
charge =3

Intensity

100000 150000 200000 250000

50000

MS1 of ScanNo0:3097

Monoisotopic peak: 511.1908

1T !

—

508

509

510

511 512

m/z

I I
513 514




Intensity

8e+05

6e+05

4e+05

2e+05

0e+00

XIC of MS1
0 498.946
0 499.198
499.449
0 499.701

Intensity

24.0

retention time [min]

charge = 4

150000

100000

50000

MS1 of ScanNo0:3105

Monoisotopic peak: 498.9457

497 498 499

m/z

500 501 502




Intensity

8e+05

6e+05

4e+05

2e+05

0e+00

XIC of MS1

0 633.939

0 634.274
634.61

0 634.946 o

| | | |
27.0 27.5 28.0 28.5

retention time [min]
charge =3

Intensity

100000 150000 200000 250000

50000

MS1 of ScanNo0:3871

Monoisotopic peak: 633.9387

1 ll | | L |
6él 6é2 6é3 6é4 6é5 6;6 6;7
m/z




XIC of MS1 MS1 of ScanNo0:5441

5e+07

4e+07

Intensity
3e+07

2e+07

le+07

0e+00

3
2
S Monoisotopic peak: 629.2582
O 629.258
0 629.594 2
o
629.93
o 630.265 O
o S f
S
8
i
o
3
o S
8
2
b 2
o E 8
S -
3
o
8 |
3
<
o
S 0]
o S
[QV
o/\\g\a L
o o 008 °35828p660606086208868 o - 1 ) VR B T A l, LLI L1, l |
| | | | | | | | | | |
34.0 34.5 35.0 35.5 36.0 627 628 629 630 631 632
retention time [min] m/z

charge =3



7e+05

XIC of MS1 MS1 of ScanNo0:5640

Monoisotopic peak: 593.9171

4 0 593.917
0 594.253
594.589

Intensity

le+05 2e+05 3e+05 4e+05 5e+05 6e+05

0e+00

0 594.924

Intensity

6e+06 8e+06

4e+06

le+07
|

O
o
+
[¢5)
(qV)
’)< o T E :
? . L 1 1 PO S 1L @ 1 i 1
[}
o
| | | | | | | | | | |
35.0 35.5 36.0 36.5 591 592 593 594 595 596 597
retention time [min] m/z

charge =3




Intensity

1le+06 2e+06 3e+06 4e+06 5e+06 6e+06

0e+00

XIC of MS1
0 693.632
0 693.968
694.304
0 694.64
e

Ia)

0 60—

35.5

36.0

retention time [min]
charge =3

37.0

Intensity

1000000 1500000 2000000 2500000

500000

MS1 of ScanNo:5710

Monoisotopic peak: 693.6323

691

692

693

m/z

694

695 696




Intensity

1500000

1000000

500000

XIC of MS1
0 512.536
0 512.872
513.207
0 513.543

0]

AN
o \X _9
bo —5 S O OOO OK<] alS) no_/QC_‘OG__l

I
35.5

I I I
36.0 36.5 37.0

retention time [min]
charge =3

Intensity

8e+05

6e+05

4e+05

2e+05

0e+00

MS1 of ScanNo:5727

Monoisotopic peak: 512.5358

510 511 512 513 514 515

m/z




Intensity

4e+05

3e+05

2e+05

le+05

0e+00

XIC of MS1 MS1 of ScanNo0:6006

Monoisotopic peak: 491.2042
0 491.204
0 491.54
491.876
0 492.211 B
+ — O
0 &
\
o
Lo
> T 4
Z &
o
c
= . o
S
+ p—
3
8
+ —]
S
| | | | | | | | | | | |
36.5 37.0 37.5 38.0 38.5 488 489 490 491 492 493 494
retention time [min] m/z

charge =3




Intensity

3e+05

2e+05

1e+05

0e+00

XIC of MS1
0 701.638 O
0 701.973
702.309
0 702.645

retention time [min]
charge =3

Intensity

100000 150000 200000 250000 300000 350000

50000

MS1 of ScanNo0:6375

[

|

Monoisotopic peak: 701.6377

m/z




XIC of MS1 MS1 of ScanNo0:6714

300000

Intensity

100000 150000 200000 250000

50000

charge = 4

Monoisotopic peak: 483.4638
0 483.464 g
S
0 483.716 5
483.967
0 484.219
Q
o)
8
3
= S
o
2
2
2
o} £
o
° 5 g
- 3
\ Lo
| o
o3 .
/ / N \ @) ©
: \
/ O/ © Xoﬁ%g/lv\
O A
O o / S g =——0
o
| | | | | | | | | |
40.0 40.5 41.0 41.5 481 482 483 484 485 486
retention time [min] m/z




XIC of MS1 MS1 of ScanNo0:6972

8e+05

6e+05

Intensity

4e+05

2e+05

0e+00

0 Monoisotopic peak: 709.2901
0 709.29 2
00}
0 709.626
709.962
0 710.297
Q
O Lo
/ ? -
o S ?
/
>
k%) To)
& T -
E 3
S |
o &
o /\ o
o o
\ |
)]
o /]
Eéggoe“ _—— 7 Oéx_ o ﬁ l l
 © So=e=o5-0-0— S o2 S aias o 4 1 1 1 ul Pd 1 i | TR
[}
| | | | ° | | | | | |
41.0 41.5 42.0 42.5 707 708 709 710 711 712
retention time [min] m/z

charge =3



Intensity

3e+06

2e+06

1e+06

0e+00

XIC of MS1
0 557.235
0 557.571
557.907
0 558.242

6—0g———o0

\o
W & 20

0082—5%000%80 gy

o
o\
’ Qo

0

/o
oo}

)

A4

charge =3

44.5

retention time [min]

I
45.0

Intensity

1000000 1500000 2000000 2500000

500000

MS1 of ScanNo0:7491

Monoisotopic peak: 557.235

554

555 556 557 558 559 560

m/z




Intensity

2.0e+07

1.5e+07

1.0e+07

5.0e+06

0.0e+00

XIC of MS1
0 615.924
0 616.26
616.596
0 616.931
O/o

EAAS AL A A A A~

45.0

retention time [min]

charge =3

Intensity

100000 150000 200000

50000

MS1 of ScanNo0:7673

R

Monoisotopic peak: 615.924

11“1




Intensity

400000 600000 800000 1000000 1200000

200000

XIC of MS1
0 494.889
0 495.225
495.56
0 495.896
/b

45.0 45.5

retention time [min]
charge =3

Intensity

100000 150000 200000 250000 300000

50000

MS1 of ScanNo:7785

Monoisotopic peak: 494.8888

495 496 497 498

m/z



Intensity

100000 150000 200000 250000

50000

XIC of MS1
0 681.062 i
0 681.314 /
681.566 |

0 681.818

45.5

retention time [min]
charge =4

Intensity

MS1 of ScanNo:7795

100000 150000 200000 250000

50000

Monoisotopic peak: 681.0621

W i

‘uil TN “1

679 680 681 682 683 684

m/z




Intensity

1e+05 2e+05 3e+05 4e+05 5e+05 6e+05

0e+00

XIC of MS1 MS1 of ScanNo0:7953

0 865.857
0 866.3601

866.864
0 867.368

Monoisotopic peak: 865.8571

3e+05 4e+05 5e+05
| | |

o0
P
Intensity

/
2e+05
I

le+05
I

0e+00
|

45.5

46.0 46.5 47.0 863 864 865 866 867 868 869

retention time [min] m/z
charge =2



Intensity

1le+06

8e+05

6e+05

4e+05

2e+05

0e+00

XIC of MS1

0 646.921
0 647.257

647.592
0 647.928

45.5 46.0

46.5 47.0 47.5

retention time [min]
charge =3

Intensity

8e+05

6e+05

4e+05

2e+05

0e+00

MS1 of ScanNo0:7983

Monoisotopic peak: 646.9208

®
(0]
®
| | | | | | |
644 645 646 647 648 649 650
m/z




Intensity

5e+06

4e+06

3e+06

2e+06

1le+06

0e+00

XIC of MS1
0 699.624
0 699.96
700.295
0 700.631
O?)
/ :
0\
o oo 00 o O\
o /‘;/ \b O(DO() 00 .E&W
=—°"5=5%o0 0p0O0 ~© 6 8-~
46|.0 46|.5 47|.O 47|.5

retention time [min]
charge =3

Intensity

1000000 1500000 2000000 2500000 3000000

500000

MS1 of ScanNo0:8063

Monoisotopic peak: 699.6238

697

698

699

m/z

700

701 702




Intensity

400000 600000 800000 1000000 1200000

200000

XIC of MS1 MS1 of ScanN0:8318
Monoisotopic peak: 688.3085
0 688.308
O 688.644
688.98 o 3 _
(3]
2
o 689.316 )
o
o)
3
T -
®
=
2
g
c
-3
T -
N
g
o 7 0
0\ -
i A
\ 0
Q
[
T AN ﬂ
o o S I 1 O O 1 R N A |
S
| | | | | | | | | | |
47.0 47.5 48.0 48.5 49.0 686 687 688 689 690 691
retention time [min] m/z

charge =3



MS1 of ScanNo0:8575

1500000

XIC of MS1
0 630.26
0 630.596
630.931
0 631.267

1000000

Intensity

500000

O

Intensity
3e+05 4e+05

2e+05

le+05

0e+00

Monoisotopic peak: 630.2599

48.5

49.0

retention time [min]

charge =3

630 631

m/z

632 633




Intensity

100000 150000 200000 250000

50000

0 709.311
0 709.647

709.983
0 710.318

XIC of MS1
o
o
o
o
o
o
o
o
ol o

49.5

retention time [min]
charge =3

Intensity

150000

100000

50000

MS1 of ScanNo0:8700

i

ll

Monoisotopic peak: 709.311

I

707

708

709 710

m/z

I Ll

711 712



Intensity

1000000 1500000 2000000

500000

XIC of MS1
| o 715.653
0 715.989
716.324
0 716.66
b
!
I/f\ac
RN
/ o
A
= dgo \%ggggoggar_ -
51|.o 51|.5 52|.0 52|.5 531.0

retention time [min]

charge =3

Intensity

4e+05

3e+05

2e+05

1le+05

0e+00

MS1 of ScanN0:9203

Monoisotopic peak: 715.6528




Intensity

1500000

1000000

500000

XIC of MS1
0 706.545
0 706.796
707.048
0 707.3

-9/
0O 7
OO0 T o— O
[ [ [ [
51.5 52.0 52.5 53.0

retention time [min]
charge =4

Intensity

8e+05

6e+05

4e+05

2e+05

0e+00

MS1 of ScanNo0:9223

Monoisotopic peak: 706.5446

m/z




Intensity

le+06 2e+06 3e+06 4e+06 5e+06 6e+06

0e+00

XIC of MS1

0 597.908

0 598.244
598.58

0 598.916

o 5 g
O] 4 \ Oho O’
O 00 / N

o) Q
o 8° Co6g880000°

51.5

52.0 52.5 53.0

retention time [min]

charge =3

Intensity

4e+05

3e+05

2e+05

1le+05

0e+00

MS1 of ScanNo0:9223

Monoisotopic peak: 597.9084

®
@
(0]
l Hlul || I
I I I I I I I
595 596 597 598 599 600 601
m/z




Intensity

1500000

1000000

500000

XIC of MS1
0 527.888
0 528.223
528.559
0 528.895

53.0

retention time [min]
charge =3

Intensity

5e+05

4e+05

3e+05

2e+05

1e+05

0e+00

MS1 of ScanNo0:9406

Monoisotopic peak: 527.8875

®
®
|| | Il
[ [ [ [ [ [ [
525 526 527 528 529 530 531
m/z



Intensity

8e+05

6e+05

4e+05

2e+05

0e+00

XIC of MS1

0 858.863

0 859.367
859.87

0 860.374

(¢)]

52.5

53.0 53.5 54.0

retention time [min]
charge =2

Intensity

5e+05

4e+05

3e+05

2e+05

1le+05

0e+00

MS1 of ScanN0:9505

Monoisotopic peak: 858.8629

®
®
J J | |
I I I I I I I
856 857 858 859 860 861 862
m/z



Intensity

1500000

1000000

500000

XIC of MS1 MS1 of ScanN0:9769
S _
2 Monoisotopic peak: 560.2476
0 560.248
O 560.583
560.919
0 561.255
8 0)
00 P
@ o)
(@] 0o
/
o
' 2 8
2 &
o g o
k=
o
3
+ p—
3
0
| \ 3
[ [ oo,
@] N
LN i RN
—5 5 58 00302 o §_11 (Lh Codl 0l b I IHHH
5]
[ [ [ [ ° [ [ [ [ [ [
54.0 54.5 55.0 55.5 558 559 560 561 562 563
retention time [min] m/z

charge =3



Intensity

5e+06

4e+06

3e+06

2e+06

le+06

0e+00

XIC of MS1
0 633.96
0 634.296
634.631
0 634.967
8

o \O
\ \3
(@) N
\

(O]

(oluie)

ggoooawﬁgeoboo_

QD

54.5

I I I
55.0 55.5 56.0

retention time [min]
charge =3

Intensity

400000 600000 800000 1000000 1200000

200000

MS1 of ScanN0:9919

Monoisotopic peak: 633.9598

Q
()
©
ILII 1l 1 A 1 I IL 1 1 PR
[ [ [ [ [
631 633 634 635 636 637
m/z




Intensity

8e+05

6e+05

4e+05

2e+05

0e+00

XIC of MS1

0 824.692

0 825.028
825.364

0 825.7

O

55.5 56.0

retention time [min]

charge =3

Intensity

5e+05

4e+05

3e+05

2e+05

le+05

0e+00

MS1 of ScanN0:9919

Monoisotopic peak: 824.6923

||

826 827




Intensity

4e+06

3e+06

2e+06

1le+06

0e+00

XIC of MS1
O 610.272
0 610.524 i
610.776
0 611.028
iR
1% \Ya
R °~S?8c00=88voo—
56:.0 56|.5 57|.O 57|.5

retention time [min]
charge =4

Intensity

1000000 1500000 2000000

500000

MS1 of ScanN0:10232

Monoisotopic peak: 610.2722




Intensity

6e+05

4e+05

2e+05

0e+00

XIC of MS1

retention time [min]
charge =3

0 618.933
0 619.269
619.605
4 0 619.94
oO/g
° o
d
i
Q /ﬁx} xg ]
o | \O N2 —
SE;.O 5;.5 57|.0 57|.5 58|.0

Intensity

le+05 2e+05 3e+05 4e+05 5e+05 6e+05

0e+00

MS1 of ScanNo0:10302

|

Monoisotopic peak: 618.9332

I 1111

616

617

618 619

m/z

620 621 622




XIC of MS1 MS1 of ScanN0:10342

200000

100000 150000

Intensity

50000

o
o
o _
§ Monoisotopic peak: 675.2866
O 6/75.287
0O 67/5.622
675.958 °
o
0 676.294 2
S Q
o _|
B ®
i
o
o)
o e S ]
o/l s E ~
Q
o o
i
C)Oo
o 8
o |— S 7
o
/o
o |-o
— OO\
S ’ \949” ] l l
. | | [
| | | | | | | | | |
56.5 57.0 57.5 58.0 673 674 675 676 677 678
retention time [min] m/z

charge =3



Intensity

8e+05

6e+05

4e+05

2e+05

0e+00

XIC of MS1

0 612.245
0 612.581

612.917
0 613.253

57.5

retention time [min]
charge =3

Intensity

le+05 2e+05 3e+05 4e+05 5e+05 6e+05 7e+05

0e+00

MS1 of ScanNo0:10452

Monoisotopic peak: 612.2453

610

611

612 613

m/z

614 615




Intensity

100000 150000 200000 250000

50000

XIC of MS1

0 607.535

0 607.787
608.038

0 608.29

Intensity

58.5

retention time [min]

charge = 4

100000 150000 200000 250000

50000

MS1 of ScanNo0:10651

Monoisotopic peak: 607.5347

605 606 607 608

m/z

609 610




Intensity

8e+05

6e+05

4e+05

2e+05

0e+00

XIC of MS1

0 680.619
0 680.955

681.291
0 681.626

o—

—o

(0]

58.5 59.0 59.5

retention time [min]
charge =3

Intensity

1e+05 2e+05 3e+05 4e+05 5e+05 6e+05 7e+05

0e+00

MS1 of ScanNo0:10762

Monoisotopic peak: 680.6191

1

680 681 682 683

m/z




Intensity

8e+05

6e+05

4e+05

2e+05

0e+00

XIC of MS1

0 605.601
0 605.937

606.273
0 606.608

59.0

59.5 60.0 60.5

retention time [min]
charge =3

61.0

Intensity

4e+05

3e+05

2e+05

1e+05

0e+00

MS1 of ScanNo0:10931

Monoisotopic peak: 605.6011

1

605 606 607 608

m/z




Intensity

2e+05 4e+05 6e+05 8e+05 1le+06

0e+00

XIC of MS1

0 558.238

0 558.574
558.91

0 559.245

59.5

60.5

retention time [min]
charge =3

Intensity

5e+05

4e+05

3e+05

2e+05

le+05

0e+00

MS1 of ScanN0:11024

1

Monoisotopic peak: 558.238

i

ol

555

556

557

558

m/z

559

560

561




Intensity

le+06 2e+06 3e+06 4e+06 5e+06 6e+06

0e+00

XIC of MS1

| 0 838.343

0 838.679
839.015

1 0 839.35

59.5 60.0

60.5

retention time [min]

charge =3

Intensity

1e+06

8e+05

6e+05

4e+05

2e+05

0e+00

MS1 of ScanN0:11064

Monoisotopic peak: 838.343




Intensity

8e+05

6e+05

4e+05

2e+05

0e+00

XIC of MS1

0 551.997
0 552.249

552.501
0 552.752

o)
/
Ol \o
o/[
Ec
o
q
o
o
o

61.0

retention time [min]

charge = 4

Intensity

le+05 2e+05 3e+05 4e+05 5e+05 6e+05

0e+00

MS1 of ScanN0:11183

Monoisotopic peak: 551.997

549 550 551 552 553 554 555

m/z




Intensity

le+05 2e+05 3e+05 4e+05 5e+05 6e+05 7e+05

0e+00

XIC of MS1

0 644.965
0 645.301

645.637
0 645.972

o \
ol
O(J SIS o//
[ [ [
61.5 62.0 62.5

retention time [min]
charge =3

Intensity

5e+05

4e+05

3e+05

2e+05

le+05

0e+00

MS1 of ScanNo0:11409

Monoisotopic peak: 644.965

II11I

I L [ O

642

643

644 645

m/z

I I I
646 647 648




Intensity

1000000 1500000 2000000 2500000 3000000 3500000

500000

XIC of MS1
0 534.548
0 534.884
535.22
0 535.555
N

62.0 62.5 63.0

retention time [min]
charge =3

Intensity

le+05 2e+05 3e+05 4e+05 5e+05

0e+00

MS1 of ScanN0:11526

Monoisotopic peak: 534.5481

m/z




Intensity

100000 150000 200000 250000 300000

50000

charge =3

XIC of MS1 MS1 of ScanN0:11723
§ | Monoisotopic peak: 652.6391
0 652.639 =
0O 652.975
10 653.311 O
o
0 653.646 S -
N ® o
0
— /@
o
o
\
S
o AN
2 o
5 O
o
8 |
3
i
8
- o § — o)
’w!
o
i RN [
| | | | | | | | | | |
62.5 63.0 63.5 64.0 64.5 650 651 652 653 654 655
retention time [min] m/z




Intensity

1500000

1000000

500000

retention time [min]

charge =3

XIC of MS1
0 749.658
0 749.994
B 750.33 /O\
5 750.665 ; A
o 0
: /
O 0O
0
o
‘3 o
/o
o ) 0,0 O’O\ (@)
/\ ‘o ° \
7! o) o
o\ fihuiin
P\O / o
oE& o 0 o
\ / 500 <~< o
o O\ 882 o /,O/O \OO O/
\J Oooéqayushc”ogoOOééo ©00—
[ [ [ [ [
62.5 63.0 63.5 64.0 64.5

Intensity

4e+05

3e+05

2e+05

1le+05

0e+00

MS1 of ScanNo0:11723

Monoisotopic peak: 749.6582

747 748 749 750

m/z

751 752




XIC of MS1 MS1 of ScanNo0:12022

1e+06

Intensity
6e+05 8e+05

4e+05

2e+05

Monoisotopic peak: 642.2754
0 642.275
0 642.611 5
642.947 &
o 643.283 O

(D\.
o
o)
o)
__o— ___—o0
1e+05 2e+05
| |
©

0e+00

©) \ / /,. 8'0
// . \o @/690\ \O\ 5 ] h l ]
o —— °8gs0c0’ o—2o==0 ? “ 1 1 IH H l l “
S
| | | | | | | | | |
64.0 64.5 65.0 65.5 66.0 640 641 642 643 644 645
retention time [min] m/z

charge =3



Intensity

1000000 1500000 2000000 2500000 3000000

500000

XIC of MS1
0 619.596
0 619.932

620.268 o
0 620.604
o/\O
o\?
qf O/o ¢ OO\ \91 |
Clg&_ﬁgﬁ@@u?S"“”@u//G/zO/ Ooo‘ozi\mo A,:-A,,_--_./-/io

65|.O 65|.5 66|.0 66|.5 67|_0

retention time [min]
charge =3

Intensity

1000000 1500000 2000000 2500000

500000

MS1 of ScanN0:12250

Monoisotopic peak: 619.5963

m/z



Intensity

2000000

1500000

1000000

500000

XIC of MS1 MS1 of ScanN0:12832

Monoisotopic peak: 840.0805

0 840.08

0 840.416
840.752 \

0 841.088

1e+06
|

\
8e+05
|

6e+05
|

Intensity

2 ——0

4e+05
|
o

o
o
/
o— o
/
\
°o—
2e+05
|

(@]

q

(¢

(@]

0e+00

|
f—
=3
f—
f—
=
=
=_
—
—
——
(=
f—

68.0 68.5 69.0 69.5 837 838 839 840 841 842 843

retention time [min] m/z
charge =3



Intensity

6e+05

4e+05

2e+05

0e+00

XIC of MS1

0 735.967
0 736.303

736.639 o
0 736.974 \

(@)

68.5 69.0 69.5

retention time [min]
charge =3

Intensity

le+05 2e+05 3e+05 4e+05 5e+05

0e+00

MS1 of ScanN0:12991

Monoisotopic peak: 735.9672

®
Q
®
| | | | |
734 735 736 737 738 739
m/z




Intensity

6e+05

4e+05

2e+05

0e+00

XIC of MS1

0 721.982
0 722.318

122.653
0 722.989

0]

68.5

69.0 69.5 70.0

retention time [min]
charge =3

Intensity

le+05 2e+05 3e+05 4e+05 5e+05 6e+05

0e+00

MS1 of ScanNo0:13011

Monoisotopic peak: 721.9818

®
(0]
®
| | | | | |
720 721 722 723 724 725
m/z




Intensity

6e+05

4e+05

2e+05

0e+00

XIC of MS1
0 621.922
0 622.258
622.593
0 622.929

,fo\

o

/\

g /

A —F—~—0—~00 —
= =

U

73.0

retention time [min]

charge =3

73.5

74.0

Intensity

200000

150000

100000

50000

MS1 of ScanN0:13835

Monoisotopic peak: 621.9219

L




XIC of MS1 MS1 of ScanNo0:14245

7e+05

6e+05

Intensity
3e+05 4e+05 5e+05

2e+05

le+05

0e+00

o Monoisotopic peak: 708.662
0 708.662 2
Q]
0 708.998 -
709.334
0 709.669 O
° 3
o
8
O p—
2
/ o
d | |\
o | 2
@] % 8
°, E S
o o)
o
| :
SURR g -
olf oo, o— %
\ o !
i
o % ‘\\ N
jz) o) \3 ?<)o
O( l 0] \ ,O
i o N\

o 2 -aé;—m/ \\\Qoee o — l] “l ’ ll Ml ‘ I" ‘ ] l
| | | | | | | | | | |
74.0 74.5 75.0 75.5 76.0 706 707 708 709 710 711
retention time [min] m/z

charge =3



Intensity

100000 150000 200000

50000

XIC of MS1
0 510.228
0 510.563
510.899
0 511.235

)
O

@]

0 \
0o o \ o©

PR ol Se—d

| | | |

75.5 76.0 76.5 77.0

retention time [min]
charge =3

Intensity

150000

100000

50000

MS1 of ScanNo0:14487

Monoisotopic peak: 510.2276

507 508

509 510 511 512 513

m/z




Intensity

8e+05

6e+05

4e+05

2e+05

0e+00

XIC of MS1 MS1 of ScanNo0:14972

Monoisotopic peak: 656.9636

0 656.964
0 657.299

657.635
0 657.971

300000

©)
200000 250000
l l

Intensity

150000

o_——
®)
100000
l

/

\
_——
~o
O
50000
|

QOOO

2T N [ | |

I I I I I I I I I I I
77.5 78.0 78.5 79.0 654 655 656 657 658 659 660

retention time [min] m/z
charge =3



Intensity

1le+06

8e+05

6e+05

4e+05

2e+05

0e+00

XIC of MS1

0 653.628
0 653.964
654.3
0 654.636

ﬁl
@]
(@)
D
(@)
(@)
e]
@]
@]
o |/ o 8
ARy
o o ~NC)
“\O \A
/O\ OO\ / O °s @}4 660
///0/07@0 o—\0 o —
o—o00 & C
[ [ [ [
79.0 79.5 80.0 80.5

retention time [min]
charge =3

Intensity

8e+05

6e+05

4e+05

2e+05

0e+00

MS1 of ScanNo0:15317

L1

Monoisotopic peak: 653.6284

| ll l TV R S N

651

652

653

m/z

654

I I
655 656




Intensity

4e+05

3e+05

2e+05

1le+05

0e+00

XIC of MS1
0 1131.539
0 1132.043
1132.546
1 0 1133.05 o

O

Intensity

0 /9 S
o) o)
o /
o) o Vs @\
/ )
o)
\ AN
© o)
[ [ [ [ [
81.0 81.5 82.0 82.5 83.0

retention time [min]

charge =2

4e+05

3e+05

2e+05

le+05

0e+00

MS1 of ScanNo0:15787

Monoisotopic peak: 1131.5391

| |

III

I I I I
1129 1130 1131 1132

m/z

I I
1133 1134




Intensity

1500000

1000000

500000

XIC of MS1

0 714.32

0 714.656
714.991 %

0 715.327

(@] (o]
I

O
oo’\
D
/OQO
// \OOO
@] /O\

O 8 O

A

I I I
83.0 83.5 84.0

retention time [min]
charge =3

I
84.5

Intensity

1500000

1000000

500000

MS1 of ScanN0:16218

Monoisotopic peak: 714.3199

H.IIIIIII | 1Al




Intensity

8e+05

6e+05

4e+05

2e+05

0e+00

XIC of MS1

0 728.634

0 728.97
729.306

0 729.642

\GO\D’O

— Q..
@)

/ \
/o O\ ° \
O
O/ o o O~\\
O O/ o
o _— o — \O @) o)
| | | |
83.5 84.0 84.5 85.0

retention time [min]
charge =3

Intensity

4e+05

3e+05

2e+05

1e+05

0e+00

MS1 of ScanNo0:16278

L]

Monoisotopic peak: 728.6345

)

!

726 727 728 729

m/z

N

730 731




Intensity

5.0e+06 1.0e+07 1.5e+07 2.0e+07 2.5e+07

0.0e+00

XIC of MS1
0 750.326
0 750.662
750.998 ]
0 751.333 :

85.5

86.0

retention time [min]
charge =3

Intensity

1000000 1500000 2000000 2500000 3000000

500000

MS1 of ScanNo0:16682

Monoisotopic peak: 750.3262




Intensity

le+05 2e+05 3e+05 4e+05 5e+05 6e+05

0e+00

XIC of MS1

0 837.047
0 837.383

837.719
0 838.055

O a
. I /P
(@) éo @) \? @) °
\ /] o \/
@] @]
) @]
[ [ [ [
87.0 87.5 88.0 88.5

retention time [min]

charge =3

Intensity

4e+05

3e+05

2e+05

1le+05

0e+00

MS1 of ScanNo0:17026

Monoisotopic peak: 837.0474

Y [ ]| I[
m/z




Intensity

4e+05

3e+05

2e+05

le+05

0e+00

XIC of MS1
0 805.39
0 805.726 .
806.062 J
0 806.398

88.0

88.5

retention time [min]

charge =3

89.5

Intensity

4e+05

3e+05

2e+05

le+05

0e+00

MS1 of ScanNo0:17245

Monoisotopic peak: 805.3904

m/z




Intensity

1e+06

8e+05

6e+05

4e+05

2e+05

0e+00

XIC of MS1
4 0 732.998
0 733.334
733.67
0 734.005
ﬂ
| O/O\
o \3<1
IR
89|.0 89|.5 9(;.0 9C|).5

retention time [min]
charge =3

Intensity

6e+05

4e+05

2e+05

0e+00

MS1 of ScanNo0:17538

Monoisotopic peak: 732.9981

ln 1HLH 1




