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Figure S1. *H NMR spectrum (600 MHz, DMSO-ds) of compound 1 (with expansions).
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Figure S2. 3C NMR spectrum (150 MHz, DMSO-ds) of compound 1 (with expansions).
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Figure S3. COSY spectrum (DMSO-ds) of compound 1.
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Figure S4. gHSQC spectrum (DMSO-dg) of compound 1.
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Figure S5. gHMBC spectrum (DMSO-ds) of compound 1.
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Figure S6. TOCSY spectrum (DMSO-dg) of compound 1.
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Figure S7. ROESY spectrum (DMSO-dg) of compound 1.
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Figure S8. Mass spectrum (ESITOFHRMS) of compound 1.

Elemental Composition Report
Single Mass Analysis

Tolerance = 5.0 PPM _/ DBE: min = -1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3
Monoisotopic Mass, Even Electron lons

Elements Used:
C:0-100 H:0-150 N:0-15 0:0-15 Na:0-1 S:0-4

Minimun 1.5
Maximum 5.0 5.0 50.0
Mass Calc. Mass mba  PPM  DBE  4-FIT Norm Conf(\)
1036.6971 28.9
1036.6921 38.6
1036.6972 0.3
1036.6972 39.5
1036.6920 40.9
1036.6919 4.8
1036.6973 36.6
1036.6918 38.9
1036.6975 39.8
1036.6975 42.0
1036.6916 345
1036.6977 38.6
1036.6977 37.3
1036.6914 1.5
1036.6914 2.3
1036.6978 39,7
1036.6979 37.8
1036.6979 0.8
1036.6979 1
1036.6980 38.4
1036.6912 40.8
1036.6912 32.5
1036.6912 33.0
1036,6981 40.2
1036.6911 37.5
1036.6911 31.6
1036.6982, 30.1
1036.6910] 32.4 5 ¥
1036.6987 40.97""13736370.00
1036.6909 41.3  13.708 0.00

26473 formula(e) evaluated with 111 results within limits (all results (up to 1000) for each mass)

Forrmula

C46 H91 N15 010 Na
€S54 H91 N15 Na S2
€75 H90 N 02

C60 H94 NI 02 S2
€62 H102 N 05 53
C48 H99 N7 O13 Na §

C70 H95 N 02 Na §
€59 HBE N1S §
C61 H98 N 010 S
11 01

[C53 K94 NT onll <s3
C5S H99 NI 02 Na 53
C61 H99 N5 © Na §3

lock mass: angio Il
M+H: 1046.5424

1046.5424
1

i 1047.5405

1041

T
1042

1043

T
1044

T
1045 1048

1049



—4.441
T ——4203|

——4128

——4.100
——4.088

48 46 4.4
[¥3
0
e
o

——2.666
—— 2658
— 2638

— 2581
—— 2566
— 2553
— 2538

——8.194
——8.140
—8.127
——8.101
M 8.089
7.976
7.861
— 7673
——7.659

T

- N

S & o

o o™ N—\]

B e
26 25

Figure S9. *H NMR spectrum (600 MHz, DMSO-ds) of compound 2 (with expansions).
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Figure S10. 3C NMR spectrum (150 MHz, DMSO-ds) of compound 2 (with expansions).
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Figure S11. COSY spectrum (DMSO-dg) of compound 2.
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Figure S12. gHSQC spectrum (DMSO-ds) of compound 2.
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Figure S13. gHMBC spectrum (DMSO-dg) of compound 2.
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Figure S14. TOCSY spectrum (DMSO-ds) of compound 2.
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Figure S15. Mass spectrum (ESITOFHRMS) of compound 2.
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Elemental Composition Report

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min = -1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

Elements Used:

Minim
Maximi

Mass

C:0-100 H:0-150 N:0-15 0:0-15 Na:0-1 S:0-4

27554 formula(e) evaluated with 131 results within limits (all results (up to 1000) for each mass)

Calc. Mass mDa PPM DBE i-FIT Norm Conf (%) Formula
1072.6896 1072.6896 .0 0.0 12.5 47.6 15.355 0.00 €63 H103 N 05 Na S3

1072,6895 c.1 0.1 19.5 49.2 16.954 0.00 C69 H102 N S4
1072.6898 -0.2 -0.2 22 43.3 11.100 0.00 C61 H90 N11 04 S
1072.6894 0.2 0.2 9.5 45.3 13.137 0.00 CS5 H99 N7 08 Na S2
1072.6898 -0.2 -0.2 -1.5 47.8 15.582 0.00 C48 H106 N5 014 S3
1072.6893 0.3 0.3 16.5 47.9 15.650 0.00 C61 H98 N7 03 S3
1072.6899 -0.3 -0.3 155 37.7 5.538 0.39 €55 H91 N11 09 Na
1072.6900 -0.4 -0.4 128 49.4 17.155 0.00 C54 H98 N13 O S4
1072.6900 -0.4 -0.4 2%+S 45.9 13.676 0.00 C69 H94 NS5 O S2
1072.6892 0.4 0.4 6.5 40.6 8.408 0.02 C47 H95 N13 011 Na S
1072.6901 -0.5 -0.5 5.5 47.7 15.487 0.00 C48 H99 N13 06 Na S3
1072.6901 -0.5 -0.5 18.5 43.3 11.060 0.00 C63 H95 N5 06 Na S
1072.6891 0.5 0.5 13.5 45.5 13.333 0.00 C53 H94 N13 06 S2
1072.6891 0.5 0.5 26.5 43.2 11.001 0.00 €68 H90 N5 06
1072.6890 0.6 0.6 3.5 49.4 17.225 0.00 C55 H107 N3 07 Na S4
1072.6903 -0.7 -0.7 4.5 40.9 8.712 0.02 C48 H98 N9 015 S
1072.6903 -0.7 -0.7 8.5 49.3 17.071 0.00 C56 H103 N7 O3 Na S4
1072.6888 0.8 0.7 0.5 47.8 15.607 0.00 C47 H103 N9 010 Na S3
1072.6904 -0.8 -0.7 3 5 43.6 11.441 0.00 C69 H86 N9 02
1072.6887 0.9 0.8 1.5 49.5 17.329 0.00 C53 H102 N9 05 S4
1072.6887 0.9 0.8 24.5 43.5 11.262 0.00 C60 H87 N15 Na S
1072.6887 0.9 0.8 13.5 43.1 10.874 0.00 €62 H99 N 010 Na S
1072.6905 -0. -0.8 7.5 45.4 13.204 0.0 CS6 H102 N3 012 S2

[1072.6886 0.9 10.5  36.2  3.996 1.84  {C54 HY5 N7 OI13 Na

1072.6886 0.9 20.5 46.1 13.861 0.00 C68 HIE N 05 s2
1072.6885 1.0 1.5 43.2 11.034 0.00 C60 H94 N7 08 S

A T
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Figure S16. *H NMR spectrum (600 MHz, DMSO-dg) of compound 3 (with expansions).
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Figure S17. 3C NMR spectrum (150 MHz, DMSO-ds) of compound 3 (with expansions).
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Am3Am3
99.80000305

—gremental Composition Report

EH10716 19 (0.338) AM2 (Ar,30000.0,0.00,0.00); Cm | g1 c10 mass Ansiysts 7 TOF Mg 558;7
< 141.713 .
- Tolerance = 5.0 PPM / DBE: min = -1.5, max = 50.0 !
Element prediction: Off
Number of isotope peaks used for i-FIT = 3
‘ Monoisotopic Mass, Even Electron lons
| 27957 formula(e) evaluated with 133 results within limits (all results (up to 1000) for each mass)
Elements Used:
} C:0-100 H:0-150 N:0-15 0:0-15 Na:0-1 S:0-4
|
i
Minimum: -1.5
Maximum: 5.0 5.0 50.0
| Mass Calc. Mass mDa PPM DBE i-FIT Norm Conf (%) Formula 1142.7169
| 1086.7053 1086.7053 47.6 0.0 C64 H105 N 05 Na S3
| 1086.7052 49.0 0.0 C70 H104 N S4
| 1086.7054 43.9 0.00 C62 H92 N11 04 S
1086.7055 39.4 0.33 €56 H93 N11 09 Na
| 1086.7055 47.7 0.00 C49 H108 N5 014 S3
| 1086.7051 45.2 0.00 €56 H101 N7 08 Na S2
{ 1086.7050 47.6 0.00 C62 H100 N7 03 S3
| 1086.7056 46.3 0.00 C70 H96 N5 O S2
| 1086.7049 40.7 0.09 C48 H97 N13 Ol1 Na S
| 1086.7057 49.2 0.00  C55 H100 N13 O S4
1086.7053 1086.7057 44.2 0.00  C64 H37 N5 C6 Na S
| 1086.7058 47.5 0.00 C49 H101 N13 06 Na S3
! i 1086.7048 45.2 0.00 C54 H96 N13 06 S2
°\°-I i 1086.7048 44.8 3 0.0 C69 H92 N5 06
| ! 1086.7059 49.2 0.0 €57 H105 N7 03 Na S4
| ! 1086.7060 41.4 0.04 €49 H100 NS 015 S
! 1086.7046 49.3 0.00 €56 H109 N3 07 Na S4
| | 1086.7061 3 45.2 0.00 C70 HB8 N9 02
| | 1086.7061 A 3 45.5 0.00 C57 H104 N3 012 S2
| 1086.7044 .9 0.8 47.6 0.00 cag N9 010 Na S3
1 | 1086.7044 .9 0.8 43.9 0.0 c63 N 010 Na §
| 1086.7044 .9 0.8 43.6 0.00 C61 H89 N15 Na S
| 1086.7043 1.0 0.9 46.3 0.00 C69 H100 N 05 S2 |
| 1087.7073 1086.7043_ 1.0 0.9 7.5  49.4 0.00 €54 H104 N9 05_S4_
| (1086.7042 ) 1.1 1.0 10.5 38.1 1.22 (€55 K97 N7 013 Na | C. |
‘ 1086.7064 -1.1 -1.0 27.5 45.8 0.00 C72 H93 N3 04 Na '
\ ‘ | |
] | 1143.7189
i ‘\ |
1 ||
4 | ||
{1
| | L]
N ]
| | toes.7us7 1103.7135 |||
Pl || $
| |
| N
\ || | 1 |
|
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Figure S18. Mass spectrum (ESITOFHRMS) of compound 3.
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Figure S19. *H NMR spectrum (600 MHz, DMSO-dg) of compound 4 (with expansions).
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Figure S20. 3C NMR spectrum (150 MHz, DMSO-ds) of compound 4 (with expansions).
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Figure S21. Mass spectrum (ESITOFHRMS) of compound 4.
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Figure S22. *H NMR spectrum (600 MHz, DMSO-dg) of compound 5 (with expansions).
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Figure S23. 3C NMR spectrum (150 MHz, DMSO-ds) of compound 5 (with expansions).



Figure S24.

Am5AmMS5
99.80000305

E
H10718 146 (2.486) AM2 (Ar,30000.0.0.00,0.00); Cm (118:148)

TOF MS ES+
| 1141.7137 6.43e7
i
| PP
i lock mass: gramicidin
i 1100.7197 M+H: 1141.7137
| Elemental Composition Report
‘ single Mass Analysis

Tolerance = 5.0 PPM / DBE: min = - -
‘ Element prediction: Off 1.5, max = £0.0
’ Number of isotope peaks used for i-FIT = 3
. ) 1142.7164
;’g’a"s"'s‘mw'c Mass, Even Electron lons
Elemgn?srTj‘;I:é;e) evaluated with 134 results within limits (all results (up to 1000) for each mass)
| C:0-100 H:0-150 N:0-15 0:0-15 Na:0-1 S:0-4
\
|
\ 1101.7225 ‘
0
ped
-1.5
; 5.0 5.0 50.0
PPM DBE i-FIT Norm Conf (%) Formula
00.7:97 -0.1 17.5 43.7 10.178 0.00 C62 H98 N7 08 S
-0.1 4.5 48.0 14.565 0.00 C47 H102 N15 08 S3 |
0.1 14.5 37.3 3.855 2.12 C54 H94 N13 011 |
| -0.2 10.5 38.4 4.901 0.74 [C56 H99 N7 013 Na ] (]
-0.2 20.5 46.2 12.751 0.00 C70 H102 N 05 S2
-0.3 24.5 43.9 10.374 0.00 C62 H91 N15 Na S 1
-0.3 13.5 43.9 10.381 0.00 C64 H103 N 010 Na S \
\ 0.3 4.5 45.5 11.990 0.00 C56 H107 N3 012 Na S2 |
| | -0.3 7:8. 49.6 16.076 0.00 C55 H106 N9 05 sS4 1
| H 0.4 28.5 44.2 10.760 0.00 C69 H91 N9 02 Na |
| 0.4 1155 47.9 14.376 0.00 C62 H106 N3 07 S3
| -0.4 0:5 47.9 14.374 0.00 C49 H107 N9 010 Na S3 }143'7179
| ‘
{ { 1102.7247 {o|
! : i
! | ||
‘ | | \ \ |
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{ | | | Pl
i ! T R
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Mass spectrum (ESITOFHRMS) of compound 5.
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