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S1: 'H NMR and *C NMR spectra of key compounds:
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Figure S1: *H NMR (400 MHz) spectrum of compound 6a in DMSO-ds.
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Figure S2: **C NMR (100 MHz) spectrum of compound 6a in DMSO-ds.



+8'0

ow.oW
L8°0

0TI~
TET~L
W1~
ST —
6517

we
e\
mw.N\
05T

962\

L6'CT—F
wm.N\

0S'€ —
65°€

66'L —

0’6 —

00z —

Cl

J/NH3
N
NANBOC

T

FLEE

Fre
486
00T

e

Feez

Tm.m

80

T
6.5 6.0

f1 (ppm)

T
7.0

8.0

8.5

T T T T
11,5 11.0 10.5 10.0 9.5

T
12.0

2.5

Figure S3: *H NMR (500 MHz) spectrum of compound 6b in DMSO-ds.
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Figure S4: *C NMR (125 MHz) spectrum of compound 6b in DMSO-ds.
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Figure S5: *H NMR (400 MHz) spectrum of compound 6¢ in DMSO-ds.
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Figure S6: *C NMR (100 MHz) spectrum of compound 6¢ in DMSO-ds.
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Figure S7: *H NMR (400 MHz) spectrum of compound 6d in DMSO-ds.
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Figure S8: *C NMR (100 MHz) spectrum of compound 6d in DMSO-ds.
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Figure S9: *H NMR (400 MHz) spectrum of compound 6e in DMSO-ds.
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Figure S10: **C NMR (100 MHz) spectrum of compound 6e in DMSO-ds.
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Figure S11: *H NMR (400 MHz) spectrum of compound 6f in DMSO-ds.
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Figure S12: **C NMR (100 MHz) spectrum of compound 6f in DMSO-ds.

13



Ls.
AN
£3.

9.84
8.76
8.75
8.74
—7.96
7.73
7.70

737
735

_~3.52
~3.45
—2.89

—2.50
— 237

1.49

iy s T g LA I

o o Koo o S e ] S

S S NI R N ~ @ o

T T T T T T T T T T T T T T T T T T T T T T
12.0 11.5 11.0 10.5 10.0 9.5 9.0 8.5 8.0 7.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5

70 65
f1 (ppm)

Figure S13: *H NMR (400 MHz) spectrum of compound 6g in DMSO-ds.

14



o ° - 5w
ge N a2 o 8 3 8 8
el e 2 & o E,\ N S
z8 g e & 8 2 5 N <
v I [ \/

® o
NH; Cl
HN
o}
N
S. /)\
/©/ N~ “NHBoc
6g
r T T T T T T T T T T T T T T T T T T T T T T T T T T T
55 150 145 140 135 130 125 120 115 110 105 100 95 9 75 70 65 60 55 50 45 40 35 30 25 20

0 85 80
f1 (ppm)

Figure S14: **C NMR (100 MHz) spectrum of compound 6g in DMSO-ds.
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Figure S15: *H NMR (400 MHz) spectrum of compound 8 in DMSO-ds.
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Figure S16: *C NMR (100 MHz) spectrum of compound 8 in DMSO-ds.
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Figure S17: *H NMR (400 MHz) spectrum of compound 9 in CDsOD.
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Figure S18: **C NMR (100 MHz) spectrum of compound 9 in CD3;0D.
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S2: 'H NMR spectra showing aminoethylguanidine cyclization
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Figure S19: *H NMR (400 MHz) spectra of aminoethylguanidine cyclization (see inset) at 1 and 16h
timepoints post-reaction. Spectra recorded in CDCls.
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S3: 'H NMR spectra showing degradation of HCI salt 6¢
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Figure S20: *H NMR (400 MHz) spectra of compound 6c; Top: after 2 months. Bottom: freshly
synthesised. Both spectra recorded in DMSO-ds.
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S4: Antibacterial activity table

Table S1: Antimicrobial assay by broth microdilution minimum inhibitory concentration (MIC, ug/mL)

assay.

Staphylococcus | Staphylococcus Staphylococcus Staphylococcus | Streptococcus
aureus aureus aureus aureus pneumoniae
ATCC 43300 NRS 17 AT(CNCR;O%G 9 VRS 10 ATCC 700677
compound
methicillin . . .
resistant S vancomycin vancomycin multidrug
aureus ' intermediate S. MRSA/VISA resistant S. resistant
(MRSA) aureus (VISA) aureus (VRSA) (MDR)
vancomycin 1 4 8 64 2
daptomycin 2 8 16 4 2
oritivancin 0.06 0.5 1 0.125 0.06
compound 9 16 16 16 16 16
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