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* The HRMS data indicates both the found mass and calculated mass. The calculated mass is below the

found mass
HRMS of Methyl (2-aminobenzoyl)-L-tryptophanate (2a)
338.1494 NL:
100 3.60E7
3 2-106_Pos_Full#5-
90— 10 RT:0.24-0.52
. AV:6 T: FTMS + p
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HRMS of Methyl (2-amino-5-fluorobenzoyl)-L-tryptophanatete (2b)
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HRMS of Methyl (2-amino-5-chlorobenzoyl)-L-tryptophanate (2c)

394.0929 NL:
1004 5.91E6
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80 [100.00-1500.00]
709
60
50
407
307 396.0899
E 395.0962
209
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HRMS of Methyl (2-amino-5-bromobenzoyl)-L-tryptophanate (2d)
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HRMS of Methyl (2-amino-5-methoxybenzoyl)-L-tryptophanate (2e)

390.1424
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HRMS of Methyl (2-(2-naphthamido)benzoyl)-L-tryptophanate (3a)

514.1736 NL:
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HRMS of Methyl (2-(2-naphthamido)-5-fluorobenzoyl)-L-tryptophanate (3b)
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HRMS of Methyl (2-(2-naphthamido)-5-chlorobenzoyl)-L-tryptophanate (3c)

100+ 548.1346 le\lli:7EG
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HRMS of Methyl (2-(2-naphthamido)-5-bromobenzoyl)-L-tryptophanate (3d)

592.0842
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HRMS of Methyl (2-(2-naphthamido)-5-methoxybenzoyl)-L-tryptophanate (3¢e)

-
o
=]

o2} ~ @ ©
o o =] =}
INENIEE NN TN NN

3
[=]

N w B
o o o
cevelrrnr b b

[N
o

543.1228

o

544.1841

545.1876

546.1910

547.1944

Measured mass

548.2181

549.7766 551.0781

551.8939

-
2} ~ @ © o
o o =] o o
v e e brrea b e |

al
=]

N
o
IENIEEER A RN NN

__Jh
544.1843

545.1876

546.1910

3e

Calculated mass

™
543

P
544

T
545

T
546

547.1944
T
547

m/z

548.1952
T

548

549.1986 550.2020
BAMN Ans aand Rnas Rast hane RastaRas
549 550 551

551.2053
{Aaas nanatane

T
552

NL:

1.10E7
4-55-Pos-Fuli#1 RT:
0.01 AV:1T:FTMS
+p NSIsid=35.00
Fullms
[100.00-1500.00]

NL:

6.98E5

C31H27 N3 Os +Na:
C31H27 N3 Os Naz
paChrg 1



90

80

70

60

50

40

30

20

10

500.1573

HRMS of (2-(2-naphthamido)benzoyl)-L-tryptophan (4a)

501.1605

502.1638

500.8082 | 501.4581 |

Measured mass

503.1673 503.7093 504.3270

505.0574

100

90

80

70

60

50

40

30

20

10

500.1581

501.1614

502.1648
| 503.1681

504.1690

4a

Calculated mass

505.1724

506.1757

T
502 503
m/z

T
504

505 506

NL:

9.70E6
2-109_Pos_Full#6-
10 RT:0.30-0.52
AV:5 T:FTMS + p
NSI Full ms
[100.00-2000.00]

NL:
7.15E5

C29H23 N3 O4 +Na:
C29H23 N3 04 Nai
paChrg 1



HRMS of (2-(2-naphthamido)-5-fluorobenzoyl)-L-tryptophan (4b)

518.1479 NL:

100 3.99E6
3-100_Pos_Full#5-9
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HRMS of (2-(2-naphthamido)-5-chlorobenzoyl)-L-tryptophan (4c)
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001 Measured mass 4-4-Pos-Full#l RT:0.01
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404
30; 535.1225 536.1162 Calculated mass
203
107 537.1195
e ] | 538.1229 539.1262 5401271 541.1305
P P e e b e e e R ey
533 534 535 536 537 538 539 540 541 542



-
o
=]

20

10

o

577.1618

HRMS of (2-(2-naphthamido)-5-bromobenzoyl)-L-tryptophan (4d)

578.0686

579.0719

580.0665

581.0699

582.0736
| 5834097

Measured mass

585.4507 586.3746 587.6427

-
o
=]

©
o

80

70

60

50

40

30

20

10

o

578.0686

579.0719

580.0665

581.0699

582.0733

4d

Calculated mass

T
582 583
m/z

583.0766 584.0775 585.0809 586.0842 587.0876 588.0885
B Rt e e e e A e s W e et st et
584 585 586 587 588

NL:

1.66E6

3-55-Pos-Full#1 RT: 0.00
AV:1T:FTMS +p NSI
sid=35.00 Fullms
[100.00-1500.00]

NL:

3.62E5

C29 H22 Bri N3 O4 +Na:
C29H22BriN3O4 Naj
pa Chrg 1



HRMS of (2-(2-naphthamido)-5-methoxybenzoyl)-L-tryptophan (4e)

530.1686

-
o
=]

o2} ~ @ ©
o o =] =}
INENIEE NN TN NN

3
[=]

531.1720

N w B
o o o
cevelrrnr b b

[N
o

532.1755
528.7801 )

o

532.7398 533.4541

Measured mass

5353972
534.5656 |

536.4000 537.3766

530.1686

-
2} ~ @ © o
o o =] o o
v e e brrea b e |

al
=]

531.1720

532.1754

|

N
o
IENIEEER A RN NN

de

Calculated mass

T T (Aas nane {ARas nane)
529 530 531 532

533.1787

T
533
m/z

534.1796
T

535.1830
T
535

536.1863
T

537.1872
Anas Raasasan’
537

NL:

5.87E6
4-58-Pos-Fuli#1 RT:
0.01 AV:1T:FTMS
+p NSIsid=35.00
Fullms
[100.00-1500.00]

NL:

7.06E5

C30Ha2s N3 Os +Na:
C30H25 N3 Os Naz
paChrg 1



100

90

80

70

60

50

40

30

20

10

HRMS of tert-butyl (S)-(2-(2-(2-(2-naphthamido)benzamido)-3-(1H-indol-3-
yl)propanamido)ethyl)carbamate (5a)

642.2678

643.2710

642.9753

643.6075

644.2741
644.6305

645.2773

Measured mass

646.2804 647.2445

100

90

80

70

60

50

40

30

20

10

642.2687

643.2720

644.2754

645.2788

5a

Calculated mass

646.2821 647.2830

645

646 647

NL:

1.44E7
3-49_Pos_Full#4-
10 RT:0.19-0.52
AV:7 T:FTMS + p
NSI Full ms
[100.00-2000.00]

NL:
6.56E5

C36 H37 N5 Os +Na:
C36 H37 N5 Os Na1
paChrg 1



100

90

80

70

60

50

40

30

20

10

HRMS of tert-butyl (S)-(2-(2-(2-(2-naphthamido)-5-fluorobenzamido)-3-(1H-indol-3-
yl)propanamido)ethyl)carbamate (5b)

659.2506

660.2590

661.2621

662.2653
| 662.6079 663.2685

NL:

1.16E7
3-108_Pos_Full#3-12
RT:0.12-0.62 AV: 10
T: FTMS + p NSI Full
ms [100.00-2000.00]

Measured mass

664.2531

665.2567

100

90

80

70

60

50

40

30

20

10

660.2593

661.2626

662.2660

663.2693

664.2727

5b

NL:
6.56E5

C36 Hss F1N5 Os +Na:
Cs6 Hss F1IN5 Os Na1
paChrg 1

Calculated mass

665.2736 666.2769

T
663
m/z

664

665 666



HRMS of tert-butyl (S)-(2-(2-(2-(2-naphthamido)-5-chlorobenzamido)-3-(1H-indol-3-
yl)propanamido)ethyl)carbamate (5c)

676.2295 NL:
1003 3.20E7
001 Measured mass 4-8-Pos-Full#l RT:0.00
E AV:1T: FTMS +p NSI
1 sid=35.00 Fullms
80 [100.00-1500.00]
709
60
50
1 677.2332
407
E 678.2265
30
203 679.2301
109
3 680.2337
o3 675.2184 ! | } 681.1386 6822432  683.2746 685.1187
100 676.2297 AL
] 4.97E5
905 CapHaze Cl1 N5 Os +Na:
| C3sHz6 Cl1 Ns Os Nag
80 5¢c pa Chrg 1
704
60
50
407 677.2331
20 678.2268 Calculated mass
209
3 679.2301
109
e | 6802335 6912368 6822402 6832411  684.2444 6852478
— — — — ey :

A H Ml R Ry e It e
675 676 677 678 679 680 681 682 683 684 685
m/z



HRMS of tert-butyl (S)-(2-(2-(2-(2-naphthamido)-5-bromobenzamido)-3-(1H-indol-3-

yl)propanamido)ethyl)carbamate (5d)

720.1792 NL:
1003 6.21E6
N Measured mass 3-69-Pos-Full#l RT: 0.01
E AV: 1 T:FTMS +p NSI
3 7221768 sid=35.00 Fullms
80 [100.00-1500.00]
709
60
50
E 721.1827
407 723.1806
30
204
104 724.1840
o ! ! 725.1866  726.1883 727.4840 728.6306
. NL:
100+ 7201792 7221772 3.30E5
90E C36 H3s Bri Ns Os +Na:
] C3p Hazs Bri N5 Os Naz
804 5d paChrg 1
704
60
50
407 721.1826 723.1805
E Calculated mass
30
209
104 724.1839
E ‘ 725.1872  726.1906 7271915 7281948  729.1982
- P P P P e ek P e T T TR D R
718 719 720 721 722 723 724 725 726 727 728 729

m/z



100

30
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©
o

~
o

@
=]

o
[=]

30

HRMS of tert-butyl (S)-(2-(2-(2-(2-naphthamido)-5-methoxybenzamido)-3-(1H-indol-3-
yl)propanamido)ethyl)carbamate (5e)

_ 672.2791
E Measured mass
E 673.2828
E 674.2861
] 671.8081 |\ ‘ 675.2892 676.2921 677.8627 679.3238
- 6722793
E Se
E 673.2826
& Calculated mass
E 674.2860
E | 675.2893 676.2902 677.2936 678.2969 679.3003
‘ Sa—— S L L LA L R
671 672 673 674 675 676 677 678 679 680

m/z

NL:

4.49E7
4-21-Pos-Full_b#1
RT:0.01 AV:1T:
FTMS +p NSI
sid=35.00 Fullms
[100.00-1500.00]

NL:

6.47E5

C37Hag N5 Og +Na:
C37H3g N5 Og Naz
pa Chrg 1



HRMS of (S)-N-(2-((1-((2-dibocguanidinoethyl)amino)-3-(1H-indol-3-yl)-1-oxopropan-2-
yl)carbamoyl)phenyl)-2-naphthamide (6a)

762.3605 NL:
100 2.86E7
3-52_Pos_Full#4-
90 11 RT:0.19-0.58
AV:8 T: FTMS + p
NSI Full ms
80 [100.00-2000.00]
70
60
50 763.3634
" Measured mass
30
20
764.3665
10
761.3490
o 762.0054 762.8580 763.7205 764.6662  765.3695 766.3543 767.3575 768.3151
762.3610 NL:
100 6.06E5
. Ca2Ha7 N7 07 +H:
90 Ca2HagN707
] paChrg 1
80
70
60
] 6a
50
B 763.3643
40
] Calculated mass
30
20
] 764.3677
10
] 765.3710 766.3744 767.3753 768.3786
0 T LI I M I B I N LA AR I R A AN IS R R AR R AR | | LI I B I [N MM I MR I I R |
761 762 763 764 765 766 767 768

m/z



HRMS of (S)-N-(4-fluoro-2-((1-((2-dibocguanidinoethyl)amino)-3-(1H-indol-3-yl)-1-oxopropan-
2-yl)carbamoyl)phenyl)-2-naphthamide (6b)

780.3498 NL:
100 2.29€8
4-71_Pos_Full#11-
90 13 RT:0.58-0.69 AV:
3 T:FTMS +p NSI
Full ms
80 [100.00-2000.00]
70
60
50 781.3523
Measured mass
40
30
20
782.3549
10
o 779.9443 781.0021 | 7817591 782.7645 83.3582 784.3433 785.3461 786.3492
780.3516 NL:
100 6.06E5
Ca2Has FIN7 O7 +H:
90 Ca2Ha7F1N7O7
pa Chrg 1
80
70
60 6b
50
781.3549
40
Calculated mass
30
20
782.3583
10
783.3616 784.3650 785.3659 786.3692
O | NAALAAAERARE RARE RAAY RARS RASE RARE RARE RARN RASE RARE MRS RARE REAS RAAN RARE RAME RAME AR IS RAME RALE RARE ILAS RARE IARE RARE INAS MRS R MRS
780 781 782 783 784 785 786

m/z



HRMS of (S)-N-(4-chloro-2-((1-((2-dibocguanidinoethyl)amino)-3-(1H-indol-3-yl)-1-

100 818.3042

817.4459 I

oxopropan-2-yl)carbamoyl)phenyl)-2-naphthamide (6c¢)

Measured mass

819.3077
820.3001

821.3041

L

822.?085 8230938

824.3395 825.4807 826.3322 827.2036

818.3039

N
[=]

819.3073

820.3010

821.3044

822.3077
|

823.3111

6¢

Calculated mass

824.3144 825.3153 826.3187
T

817 818

819

L
e e ey e
820 821 822

m/z

823

825

824 826 827

NL:

4.91E6

4-7-Pos-Fuli#1 RT:0.01
AV:1T:FTMS +p NSI
sid=35.00 Fullms
[100.00-1500.00]

NL:

4.60E5

Ca2Hae Cl1 N7 O7 +Na:
Ca42Ha6 Cl1 N7 O7 Nay
paChrg 1



HRMS of (S)-N-(4-bromo-2-((1-((2-dibocguanidinoethyl)amino)-3-(1H-indol-3-yl)-1-
oxopropan-2-yl)carbamoyl)phenyl)-2-naphthamide (6d)

. NL:
100 8402712 842.2688 206E7
1 3-78-Pos-Full#l RT:
907 Measured mass 0.01 AV:1T: FTMS +p
E NSIsid=35.00 Full ms
80 [100.00-1500.00]
703
603
] 843.2726
503 841.2746
40
303
203
1 8442761
103 h
ol JI8 i JiN i 8452792 846.2815 848.2088
. NL:
100 8402715 842.2694 3.07E5
905 Ca2H46BriN7 O7 +H:
| Ca2H47BriN7 Oz
804 6d paChrg 1
704
603
503 841.2748 8432728
404
307 Calculated mass
203
103 8442761
E 845.2795 846.2829 847.2837
0= e P P L e 2 I B e e
839 840 841 842 843 844 845 846 847 848



HRMS of (S)-N-(4-methoxy-2-((1-((2-dibocguanidinoethyl)amino)-3-(1H-indol-3-yl)-1-

oxopropan-2-yl)carbamoyl)phenyl)-2-naphthamide (6e)

814.3533 NL:
1007 1.92E7
3 4-23-Pos-Fuli#l RT:
904 0.01 AV: 1 T: FTMS
E +p NSIsid=35.00
805 Measured mass Full ms
1 [100.00-1500.00]
70
60
507 815.3567
40
307
20
E 816.3602
10
ol 8132015 A A | 817.3629 818.5599 819.8710 821.5505 822.8211
100 814.3535 AL
5.98E5
90E Ca3Hag N7 Og +Na:
| Ca3zHag N7 OgNay
804 paChrg 1
704
60
507 815.3568 6e
404
307
207 Calculated mass
3 816.3602
10
o3 | | 817.3635  g183644 8103678  820.3711  821.3745  822.3754
" P ook e D e B T S R e R e e e
813 814 815 816 817 819 820 821

m/z



HRMS of (S)-N-(2-((1-((2-(dimethylamino)ethyl)amino)-3-(1H-indol-3-yl)-1-oxopropan-2-
yl)carbamoyl)phenyl)-2-naphthamide (7a)

548.2647 NL:
100 7.70E7

3-

90 50_Pos_Full_b#10-
18 RT:0.52-0.96
AV:9 T: FTMS + p

80 NSI Full ms
[100.00-2000.00]

70

60

Measured mass
50
40 549.2673
548.9696

30

20

10

547.9625 550.2703
547.4207 548.8237 549.7574 5505771  551.2738 552.2584 553.2617 553.8917
548.2656 NL:
100 6.81E5

C33H33N5 03 +H:

90 C33H34N503
paChrg1

80

7a

70

60

50

Calculated mass

40 549.2690

30

20

10 5502723

l 551.2757 552.2790 553.2799 554.2833
0= T T ™ T T T T | T T T T T T T T T T LA T T T T T T T T T T T
548 549 550 551 552 553 554

m/z



HRMS of (S)-N-(2-((1-((2-(dimethylamino)ethyl)amino)-3-(1H-indol-3-yl)-1-oxopropan-2-

yl)carbamoyl)-4-fluorophenyl)-2-naphthamide (7b)

566.2559 NL:
1003 1.14E7

J 3-109-Pos-Full#l RT:
904 Measured mass 0.00 AV: 1 T: FTMS +

1 p NSIFullms
80 [100.00-1500.00]
709
60
50

] 567.2595
40
30
209
107 568.2630

o3 565.2424 J\, 566.6492 A 567.8969 | 569.2662 570.2518 571.1162 572.0557
100+ 566.2562 L
6.81E5

905 C33H32 F1 N5 O3 +H:

| C33H33F1NsOg
804 7 b paChrg 1
704
60
50
40 567.2595
307 Calculated mass
209
103 568.2629

ol | 569.2663 570.2696 571.2705 5722739
SRR, P P P ot Lo
565 566 567 568 569 570 571 572

m/z



HRMS of (S)-N-(4-chloro-2-((1-((2-(dimethylamino)ethyl)amino)-3-(1H-indol-3-yl)-1-
oxopropan-2-yl)carbamoyl)phenyl)-2-naphthamide (7c)

582.2264 NL:
1003 2.36E7
%0 J 4-9-Pos-Full#1 RT: 0.01
E AV:1T.FTMS +p NS
4 Measured mass sid=35.00 Full ms
80 [100.00-1500.00]
70
60
50
407
3 583.2300 5842235
307
204 585.2270
10
B { 586.2304
o3 ! I\ 583.6203 . 5847534 | 5855914 i 587.2350
100 582.2266 NL:
5.16E5
905 C33H32 Cly Ns O3 +H:
| C33H33CliNs O3
804 pa Chrg 1
704
607 7c
50
403 583.2300
E 584.2237
303 Calculated mass
20
] 585.2270
10
E 586.2304 587.2338 5882371
O PR e 2
581 582 583 584 585 586 587 588

m/z



HRMS of (S)-N-(4-bromo-2-((1-((2-(dimethylamino)ethyl)amino)-3-(1H-indol-3-yl)-1-
oxopropan-2-yl)carbamoyl)phenyl)-2-naphthamide (7d)

626.1759 NL:
100 3.90E7
1 3-77-Pos-Full#l RT:
%03 0.01 AV:1T:FTMS +p
0] Measured mass NS sid=35.00 Full ms
E 628.1738 [100.00-1500.00]
707
607
507
407
3 627.1797 629.1775
30
207
103 | 630.1811
o3 2y I )i} A 631.1850 632.3450 633.5079 634.8554
§ NL:
100 626.1761 628.1741 sEs
90E C33Ha2Bri N5 Oz +H:
| C33H3a3BriNs O3
804 paChrg 1
704
607
507 7d
403 627.1795 629.1774
30
E Calculated mass
207
103 630.1808
ol | | 6311841 6321875 6331884  634.1917
o ek e ek g

T A B e e e A R M e A
625 626 627 628 629 630 631 632 633 634 635
m/z



HRMS of (S)-N-(2-((1-((2-(dimethylamino)ethyl)amino)-3-(1H-indol-3-yl)-1-oxopropan-2-
yl)carbamoyl)-4-methoxyphenyl)-2-naphthamide (7¢)

578.2759 NL:
1005 1.04E7
] 4-20-Pos-Fuli#l RT:
905 0.01 AV: 1 T: FTMS
B +p NSl sid=35.00
807 Measured mass Ful ms
1 [100.00-1500.00]
703
603
50
407 579.2796
303
203
103 580.2828
o 577.4437 M 578.8620 || 581.2859 582.2892 583.6177 585.2277 _ 586.1228
100 578.2762 NL:
6.72E5
907 C14 Has N O4 +H:
7 C34H3s N5 O4
804 pa Chrg 1
703 7e
603
50
40 579.2795
207 Calculated mass
203
104 580.2829
o 581.2862 582.2896  583.2905 584.2938 5852972 586.3006
IAasians: Bandaas Bandaas T T

P R A M et S e R L A A e
577 578 579 580 581 582 583 584 585 586
m/z



100

90

80

70

60

50

40

30

20

10

HRMS of (S)-N-(2-((1-((2-aminoethyl)amino)-3-(1H-indol-3-yl)-1-oxopropan-2-
yl)carbamoyl)phenyl)-2-naphthamide (8a)

520.2335

521.2361

519.9504

522.2392
519.7282 520.7490 521.6100 522.6165

523.2427

Measured mass

524.2272 525.4326

90

80

70

60

50

40

30

20

10

520.2343

521.2377

522.2410

523.2444

8a

Calculated mass

524.2477 525.2486

|NALRAR!
523

T T
524 525

NL:

1.16E8

Sample_4-
46_Pos_Full#12-14
RT:0.63-0.74 AV:3T:
FTMS + p NSI Full ms
[100.00-2000.00]

NL:
6.96E5

C31H29 N5 O3 +H:
C31H30 N5 03
paChrg1



HRMS of (S)-N-(2-((1-((2-aminoethyl)amino)-3-(1H-indol-3-yl)-1-oxopropan-2-yl)carbamoyl)-
4-fluorophenyl)-2-naphthamide (8b)

538.2242 NL:

100 2.76E7
Sample_3-

90 117_Pos_Full#4-7
RT:0.19-0.36 AV:4T:

80 FTMS + p NSI Full ms
[100.00-2000.00]

70

60 Measured mass

50

40

539.2272

30

20

10

540.2304
537.2160 539.6791 541.2340 542.2183 543.5099 544.4925 545.4945
538.2249 NL:

100 6.96E5
C31H28 F1N5 O3 +H:

90 C31H29 F1N5 O3
paChrg1

80

70 8b

60

50

Calculated mass
40
539.2282

30

20

10 540.2316

541.2350 542.2383 543.2392 544.2426 545.2459
0||||||||||||||||||||||||‘|||||||||||||||||||||||||
537 538 539 540 541 542 543 544 545 546

m/z



HRMS of (S)-N-(2-((1-((2-aminoethyl)amino)-3-(1H-indol-3-yl)-1-oxopropan-2-yl)carbamoyl)-

4-chlorophenyl)-2-naphthamide (8¢c)

5541951 NL:

100 3.10E7
sample_4-

90 13_Pos_Full#11-20
RT:0.30-0.57 AV: 10

80 T:FTMS + p NSI Full
ms [100.00-2000.00]

70 Measured mass

60

50

40

555.1983 556.1921
30
20
557.1950
10
553.3705 555.7235 5581973 5591930  560.1865  561.1898 561.9438
554.1953 NL:

100 5.27E5
C31H28 Cl1N5 O3 +H:

90 C31H29 Cl1N5 O3
paChrg1

80 8C

70

60

Calculated mass
50
40
555.1987  g5g1924
30
20
557.1957
10
5581991 5592025 5602058  561.2067
O T T | L L L L L L L L L L L L L L L L L L L L L
553 554 555 556 557 558 559 560 561 562



HRMS of (S)-N-(2-((1-((2-aminoethyl)amino)-3-(1H-indol-3-yl)-1-oxopropan-2-yl)carbamoyl)-
4-bromophenyl)-2-naphthamide (8d)

100 598.1444 NL:
600.1421 6.45E6
sample_3-
90 72_Pos_Full#1-20
RT:0.00-0.56 AV: 20
80 T: FTMS + p NSI Full
ms [100.00-2000.00]
70
60
50 Measured mass
40
30 599.1477 601.1454
20
10
602.1487
0 597.4698 598.6417 600.6678 L 603.1524  604.1370 6054743 606.4777
598.1448 NL:
100 600.1428 3.53E5
C31H28 BriNs O3 +H:
90 C31H29 BriNs O3
paChrg1
80
70
50
40
599.1482 6011461 Calculated mass
30
20
10
602.1495
603.1528  §04.1562 605.1571 606.1604
0||||||||||||||||||||||||||||||||||‘|||||||||||||||||||||
597 598 599 600 601 602 603 604 605 606 607

m/z



HRMS of (S)-N-(2-((1-((2-aminoethyl)amino)-3-(1H-indol-3-yl)-1-oxopropan-2-yl)carbamoyl)-

4-methoxyphenyl)-2-naphthamide (8e)

550.2443 NL:
100 1.19E8
sample_4-
90 64_Pos_Full#5-8
RT:0.13-0.21 AV:4
80 T: FTMS + p NSI Full
ms [100.00-2000.00]
70
60
Measured mass
50
40 551.2470
30
20
10 552.2502
o 5496859 550.6078 551.7445 15525042 553.2534 554.2381 555.1712 556.1992
s 550.2449 NL:
00 6.87E5
C32H31N5 04 +H:
90 C32H32N504
paChrg1
80
70 8e
60
50
Calculated mass
40
551.2482
30
20
10 552.2516
553.2549 554.2583 555.2592 556.2625
G|||||||||||||||||||||‘|||||||||||||||||||
549 550 551 552 553 554 555 556 557

m/z



100

90

80

70

60

50

40

30

20

10

HRMS of (S)-N-(2-((1-((2-guanidinoethyl)amino)-3-(1H-indol-3-yl)-1-oxopropan-2-
yl)carbamoyl)phenyl)-2-naphthamide (9a)

562.2554

563.2580

564.2612
561.2436 562.7606 | 563.8031 565.2647

NL:

7.40E7

Sample_4-
56_Pos_Full#4-10
RT:0.19-052 AV:7T:
FTMS + p NSI Full ms
[100.00-2000.00]

Measured mass

566.2492 567.2524 568.2105 569.2142 570.2070

90

80

70

60

50

40

30

20

10

0

562.2561

563.2595

564.2628
565.2662

9a

NL:
6.83E5

C32H31N7 O3 +H:
C32H32N7 03
paChrg1

Calculated mass

566.2695 567.2704 568.2738 569.2771 570.2805

N S S B e s e B B B B B B e By e B e B B B B B B B B B B B e |
566 567 568 569 570 571

561 562 563 564 565

m/z



HRMS of (S)-N-(4-fluoro-2-((1-((2-guanidinoethyl)amino)-3-(1H-indol-3-yl)-1-oxopropan-2-

yl)carbamoyl)phenyl)-2-naphthamide (9b)

580.2461 NL:
100 4.66E6
Sample_4-
90 89_Pos_Full#1-5
RT:0.01-0.23 AV:5
80 T:FTMS + p NSI Full
ms [100.00-2000.00]
70
60
50 Measured mass
40
30 581.2493
20
10
582.2523
o 579.8310 i 583.5410 584.9513 586.0254
580.2467 NL:
100 6.83E5
Cs32H30F1iN7 O3 +H:
90 C32H31F1N7 03
paChrg1
80
70
9b
60
50
40
581.2500 Calculated mass
30
20
10 582.2534
583.2568 584.2601 585.2610 586.2644
G| LRAME MRS RAR RAR | A RS RS RS LA RS AL MAAS LA RS AN LA BRI RARS LAA) AR RASE LA RARS LAY LAAS AR AR LASS LAY RARI RAAE LAM RARI AAS
579 580 581 582 583 584 585 586 587

m/z



HRMS of (S)-N-(4-chloro-2-((1-((2-guanidinoethyl)amino)-3-(1H-indol-3-yl)-1-oxopropan-2-
yl)carbamoyl)phenyl)-2-naphthamide (9c)

100

90

80

70

60

50

40

30

20

10

596.2167

Measured mass

597.2201 598.2138

599.2171

594.2030 _595.2124 600.2203 601.1450

602.1798 603.4226

90

80

70

60

50

40

30

20

10

0

596.2171

597.2205
598.2142

599.2175

600.2209
1

9c

Calculated mass

601.2243

602.2276 603.2285 604.2319

LI I N S N B B B | LIRS S Y N B B N Y N D O B D N N Y Y B B ) B
602 603 604

594 595 596 597 598 599 600 601
miz

NL:

1.04E7

sample_4-
14_Pos_Full#1-12
RT:0.01-0.33 AV: 12
T: FTMS + p NSI Full
ms [100.00-2000.00]

NL:
5.18E5

C32H3p Cl1iN7 O3 +H:
C32H31Cl1N7 O3
paChrg1



HRMS of (S)-N-(4-bromo-2-((1-((2-guanidinoethyl)amino)-3-(1H-indol-3-yl)-1-oxopropan-2-
yl)carbamoyl)phenyl)-2-naphthamide (9d)

100

90

80

70

60

50

40

30

20

10

640.1662

638.5408 639.5162

641.1696

642.1639

643.1674

644.1709

l

645.1744 646.1584

Measured mass

647.5577
A

90

80

70

60

50

40

30

20

10

0

640.1666

641.1700

642.1646

643.1679

644.1713

645.1746

9d

Calculated mass

646.1780 647.1789

648.1822

| L L L L L L L L L |
638 639 640

641

642

643 644
miz

LIS N N I B S B I S B N D B B B N O B B N N D B B N B B
645 646 647 648

NL:

3.74E6

sample_3-
87_Pos_Full#1-12
RT:0.01-0.33 AV: 12
T: FTMS + p NSI Full
ms [100.00-2000.00]

NL:
3.46E5

C32H30BriN7 Oz +H:
C32H31BriN7 O3
paChrg1



100

90

80

70

60

50

40

30

20

10

HRMS of (S)-N-(2-((1-((2-guanidinoethyl)amino)-3-(1H-indol-3-yl)-1-oxopropan-2-
yl)carbamoyl)-4-methoxyphenyl)-2-naphthamide (9e)

590.2059

591.4961

592.2662

593.2693

594.2726
595.2757 596.2786

NL:

3.60E7

sample_4-
88_Pos_Full#4-13
RT:0.10-0.36 AV: 10
T: FTMS + p NSI Full
ms [100.00-2000.00]

Measured mass

598.2219 599.2256 600.5222

90

80

70

60

50

40

30

20

10

0

592.2667

593.2700

594.2734
595.2767 596.2801

9e

NL:
6.74E5

C33H3az N7 04 +H:
C33H3aN7 04
paChrg1

Calculated mass

597.2810 598.2843 599.2877 600.2911

590

591

592

593 594 595 596
m/z

597 598 599 600



HRMS of (S)-2-(2-(2-(2-naphthamido)benzamido)-3-(1H-indol-3-yl)propanamido)-N,N-
dimethylethan-1-aminium chloride (10a)

548.2647 NL:
100 7.70E7
3-
90 50_Pos_Full_b#10-
18 RT:0.52-0.96
AV:9 T: FTMS + p
80 NSI Full ms
[100.00-2000.00]
70
60
50
0 549.2673 Measured mass
548.9696
30
20
10
547.9625 550.2703
547.4207 548.8237 549.7574 5505771  551.2738 552.2584 553.2617 553.8917
548.2656 NL:
100 6.81E5
C33H33N5 03 +H:
90 C33H34N503
paChrg1
80
70
60 10a
50
40 549.2690
Calculated mass
30
20
10 5502723
l 551.2757 552.2790 553.2799 554.2833
0= T T ™ T T T T | T T T T T T T T T T LA T T T T T T T T T T T
548 549 550 551 552 553 554

m/z



HRMS of (S)-2-(2-(2-(2-naphthamido)-5-fluorobenzamido)-3-(1H-indol-3-yl)propanamido)-

N,N-dimethylethan-1-aminium chloride (10b)

566.2555 NL:

100 9.91E7
Sample_4-

90 45_Pos_Full#15-17
RT:0.80-0.91 AV:3T:

80 FTMS + p NSI Full ms
[100.00-2000.00]

70

Measured mass

60

50

40 567.2582

30

20

10 568.2613

565.2444 566.8419 | 567.8219 569.2647 570.2684 572.2102 573.2135
566.2562 NL:

100 6.81E5
C33H32F1N5s O3 +H:

90 C33H33F1iNs O3
paChrg1

i 10b

70

60

50 Calculated mass

40 567.2595

30

20

10 568.2629

569.2663 570.2696 571.2705 572.2739 573.2772
0 ||||||||||||||||||||||||‘|||||||||||||||||||||||
565 566 567 568 569 570 571 572 573

m/z



HRMS of (S)-2-(2-(2-(2-naphthamido)-5-chlorobenzamido)-3-(1H-indol-3-yl)propanamido)-
N,N-dimethylethan-1-aminium chloride (10c)

100

90

80

70

60

50

40

30

20

10

582.2262

581.2140

583.2290
584.2229

583.6541

585.2258

586.2289
A

Measured mass

587.2320 588.2168 589.2217

590.2450

90

80

70

60

50

40

30

20

10

0

582.2266

583.2300
584.2237

585.2270

586.2304

587.2338  588.2371

10c

Calculated mass

589.2380 590.2414

LI I I B B B B |
581 582

583 584

585 586
m/z

588 589 590

NL:

5.88E7

sample_4-
40_Pos_Full#1-34
RT:0.01-0.97 AV: 34
T: FTMS + p NSI Full
ms [100.00-2000.00]

NL:
5.16E5

C33Hs3 CliNs5 Og:
C33H33CliN5 O3
paChrg1



HRMS of (S)-2-(2-(2-(2-naphthamido)-5-bromobenzamido)-3-(1H-indol-3-yl)propanamido)-

100 626.1758

6253846 i

627.1796

628.1737

629.1775

630.1809
| 629.7284 |

N,N-dimethylethan-1-aminium (10d)

Measured mass

631.1844 632.1671

634.1416 634.9160

N
[=]

627.1795

628.1741

629.1774

630.1808

10d

Calculated mass

631.1841 632.1875
T

633.1884
T

634.1917

635.1951
T

625 626

627

628

Tr T
629 630
m/z

631 632 633

634 635

NL:

4.65E7
4-44-Pos-Fuli#l RT:
0.01 AV:1T:FTMS
+p NSIsid=35.00
Full ms
[100.00-1500.00]

NL:

3.45E5
C33H33BriNsOas:
C33H3zBriNs O3
paChrg 1



HRMS of (S)-2-(2-(2-(2-naphthamido)-5-methoxybenzamido)-3-(1H-indol-3-yl)propanamido)-
N,N-dimethylethan-1-aminium (10e)

578.2760 NL:
100 6.10E7

sample_4-

90 74_Pos_Full#9-15
RT:0.24-0.42 AV: 7 T:

80 FTMS + p NSI Full ms
[100.00-2000.00]

70

60

50 Measured mass

40 579.2788

30

20

10 580.2821

o 577.7707 578.8795 579.8925 l 581.2852 582.2254
578.2762 NL:
100 6.72E5

C34H35 N5 04 +H:

90 C34H3s N5 O4
paChrg1

80

70

10e

60

50

40

579.2795 Calculated mass

30

20

10 580.2829

. 581.2862 582.2896

577.5 578.0 578.5 579.0 579.5 580.0 580.5

m/z

581.0 581.5 582.0 582.5 583.0



HRMS of (S)-2-(2-(2-(2-naphthamido)benzamido)-3-(1H-indol-3-yl)propanamido)-N,N,N-
trimethylethan-1-aminium iodide (11a)

100

90

80

70

60

50

40

30

20

10

561.3977
s

562.2816

562.8684

563.2849

564.2880

563.7392 | 565.2915

Measured mass

567.4229

568.8559

100

90

80

70

60

50

40

30

20

10

562.2813

563.2846

564.2880
565.2913

11a

Calculated mass

567.2956 568.2989
T T

563 564 565

miz

567 568

NL:

1.04E7

Sample_3-
59_Pos_Full#2-8
RT:0.08-0.41 AV:7
T: FTMS + p NSI Full
ms [100.00-2000.00]

NL:
6.73E5

C34Hs3s N5 O3:
C34H3s N5 O3
paChrg 1



HRMS of (S)-2-(2-(2-(2-naphthamido)-5-fluorobenzamido)-3-(1H-indol-3-yl)propanamido)-

N,N,N-trimethylethan-1-aminium iodide (11b)

580.2712 NL:

100 1.39E7
Sample_3-

90 118_Pos_Full#1-4
RT:0.01-0.17 AV:4T:

80 FTMS + p NSI Full ms
[100.00-2000.00]

70

Measured mass

60

50

40 581.2743

30

20

10

5822773
05794320 581.7588 583.2808 584.2843 585.4160 586.2259 587.0461
580.2718 NL:

100 6.73E5
C34Hss F1Ns O3:

90 11b C3aH35 F1N5 O3
paChrg1

80

70

60

Calculated mass

50

40 581.2752

30

20

10 582.2786

583.2819 5842853 5852862  586.2895  587.2929
0‘|||||||| LA RS A R R A M Y RS B LAY RARS LA RAAS RS LA LA AAS) RAE LARI AAA) MM LEAY RALE LA LAAY RS MM MAAE A MM MAS Aats nan LA
579 580 581 582 583 584 585 586 587

m/z



HRMS of (S)-2-(2-(2-(2-naphthamido)-5-chlorobenzamido)-3-(1H-indol-3-yl)propanamido)-
N,N,N-trimethylethan-1-aminium (11c)

596.2418 NL:

100 3.17E7
sample_4-

) 48_Pos_Full#24-32
RT:0.68-0.92 AV:9 T:

80 FTMS + p NSI Full ms
100.00-2000.00]

0 Measured mass

60

50

40 597.2449

598.2387
30
20
599.2417
10
o 595.2127 600.2449 601 2483 6022331 603.2156 604.2075  605.4740
596.2423 NL:

100 5.10E5
C34H35CliN5 O3:

90 11 C34Hss5 CliNs5 O3

C paChrg1

80

70

60 Calculated mass

50

40 597.2456

598.2393
30
20
599.2427
10
600.2461 401 2494 602.2528 603.2537 604.2570 605.2604
LG o e LA s s s s B s s e s e B L e o s e o o e |
504 505 596 597 598 599 600 601 602 603 604 605

m/z



HRMS of (S)-2-(2-(2-(2-naphthamido)-5-bromobenzamido)-3-(1H-indol-3-yl)propanamido)-
N,N,N-trimethylethan-1-aminium iodide (11d)

640.1912 NL:
100 8.15E6
642.1889
sample_4-
90 5_Pos_Full_a#1-30
RT:0.01-0.86 AV: 30
80 T: FTMS + p NSI Full
ms [100.00-2000.00]
70
60
50 Measured mass
40
641.1945 643.1922
30
20
10
644.1956
o 639.4806 ) | 645.1989 646.5080  647:5574  648.5607
640.1918 NL:
100 642.1897 3.41E5
C34H35BriNs Os:
90 C34H35BriNs Os
paChrg1
80
70
11d
60
50
40 6411951 643.1931 Calculated mass
30
20
10 644.1964
6451998 6462032 647.2040 6482074
0|||||||||||||||||||||||||||||||‘|||||||||||||||||||
639 640 641 642 643 644 645 646 647 648

m/z



HRMS of (S)-2-(2-(2-(2-naphthamido)-5-methoxybenzamido)-3-(1H-indol-3-yl)propanamido)-

100

90

80

70

60

50

40

30

20

10

591.4955

N,N,N-trimethylethan-1-aminium iodide (11e)

592.2912

Measured mass

593.2942

594.2974

592.9161 593.7580 595.?005 596.2408 597.2444 598.2385

100

90

80

70

60

50

40

30

20

10

592.2918

1le

Calculated mass

593.2952

594.2985

595.3019 596.3053 597.3061
T T T

598.3095
T

| LA A AR A MM AR AR RS RS MAAE LA IR RARE MR MAAR AR R RS R | T LA AR MR |
592 593 594 595 596 597 598
m/z

NL:

4.05E7

sample_4-
68_Pos_Full#9-25
RT:0.25-0.71 Av:17
T: FTMS + p NSI Full
ms [100.00-2000.00]

NL:
6.64E5

C35H3g N5 Oa:
C35H3g N5 O4
paChrg1



