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Figure S1. "H NMR of compound 8 (400 MHz, DMSO-dy).

1. NMR Characterization Data
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Figure S2.>C NMR of compound 8 (101 MHz, DMSO-dy).
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Figure S3. 'H NMR of compound 9 (400 MHz, Methanol-dy).
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=7.6,6.6,5.2 Hz, 1H), 5.81 (ddt, /=85, 6.7, 3.3 Hz, |H), 5.56 (dd, /=114, 3.1 Hz, 1H), 540 (dd, /=

114, 3.6 Hz, 1H), 3.92 (dt,./=13.1, 6.7 Hz, 1H), 3.74 (ddd, /= 13.0, 8.5, 7.6 Hg 1H), 2.52 (s, 9H), 1.70

(d,.J=2.0Hz 6H).
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Figure S4. °C NMR of compound 9 (101 MHz, Methanol-dy).
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Figure S5. 'H NMR of compound 10 (400 MHz, Methanol-dy).
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11.5,3.7 Hz, 1H), 4.03 (ddd,J=13.3, 7.2, 6.2 Hz 1H), 3.89 (ddd, /=129, 9.5, 8.4 Hz, 1H), 3.24 (s,
3H), 2.53 (s, 10H), 1.71 (s, 6H).
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Figure S6. °C NMR of compound 10 (101 MHz, Methanol-dy).
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Figure S7. 'H NMR of compound 11 (400 MHz, DMSO-dy).
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Figure S8. °C NMR of compound 11 (101 MHz, DMSO-ds).
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Figure S9. 'H NMR of compound 13 (400 MHz, CDCL).
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Figure $10. °C NMR of compound 13 (101 MHz, CDCl).

0SM6-GL-3854.11 .fid 'E‘
8 3 gds e o 53
N g N g @8 ; NE
| | [ Ml \ I | |
3c NMR (101 MHz, CDCl;) 6 172.38, 155.63, 79.68, 7540, 66.79, 61.12, 58.46, 28.38, 17.17, 14.64.
Cry
HiC
HC [o] 0
Hjc/kl/‘LNH2
FNYU
o. CHy
\!<CH3 |
HC
|
1
- e ) L |
Ll ¥ v |t 4 Wil o
T T T T T T T T T T T T T T T T T T T T T T
170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10

f1 (ppm)

11



Figure S11. "H NMR of compound 15 (400 MHz, CDCLy).
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Figure S12.°C NMR of compound 13 (101 MHz, CDCl).
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Figure $13. "H NMR of compound 16 (400 MHz, Methanol-d4).
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Figure S14. °C NMR of compound 16 (101 MHz, methanol-d4).
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Figure S$15. "H NMR of compound 17 (400 MHz, Methanol-d4).
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Figure $16. "H NMR of compound 4 (400 MHz, D,0).
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Figure S$17. °C NMR of compound 4 (101 MHz, D,0).
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2. Biochemical and biophysical characterization data
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Figure S18. Inhibition potency of Plasmodium Falciparum ThrRS by borrelidin (A); threonyl
sulfamoyl adenosine (B); compound 4 (C)
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Figure S19. ITC titration data for EcThrRS interaction with compound 4 (GL3594) in buffer
(20 mM Tris, 300 mM NaCl, 1 mM TCEP, pH = 8.0) at 25°C.
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