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Discovery of two brominated oxindole alkaloids as Staphylococcal DNA gyrase and pyruvate kinase inhibitors via inverse virtual screening.
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Table S1. Isolated marine-derived compounds (1 — 36) with their antibacterial activity in pM.
No Struct N Chemical MIC MIC MIC MIC
ruacture ame Class (MRSA) (B. subtilis) (E. coli) (P. aeruginosa)
1 5-Bromotrisindoline Indole 8 4 >256 >256
2 6-Bromotrisindoline Indole 4 4 >256 >256
3 Trisindoline Indole 32 16 >256 >256
4 Vibrindole Indole 64 64 128 >256
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TableS2. Panel of antistaphylococcal targets used for Autodock-Vina calculations.

Target Name PDB code Resolution (A) Grid box (A)
center_x = 89.2672
FtsZ 3VOB 27 center_y =15.3214

center_z = 66.7351

center_x = 28.876
PK 3T0T 3.1 center_y =-1.32
center_z =-18.317

center_x = 33.1403
SpsB 4WV] 1.95 center_y = -1.2257
center_z = 41.6906

center_x = -28.8564
Isoleucyl-tRNA synthetase 1JZs 2.5 center_y = 6.1865
center_z = -28.7767

center_x = -16.642
Pdf 1Q1Y 1.9 center_y = 145.0451
center_z =47.0853

center_x = 13.4291
4FAK 1.7 center_y = 23.5745
center_z =25.993

rRNA
methyltransferase

center_x = 53.7211
Threonyl-tRNA synthetase INYQ 3.2 center_y = 42.4097
center_z =78.337

center_x = 40.965
Gyr A 2XCT 3.4 center_y =20.9118
center_z = 42.6244

center_x = 48.559
Gyr B 3g7b 2.3 center_y =-2.319
center_z =20.417

center_x = 20.0552
ParE 4URN 2.3 center_y = 23.0763
center_z =51.3535

center_x = 16.3904
Ddl 2187 2 center_y =-3.8579
center_z =-0.7003

center_x =179.9707
MurB 1HSK 2.3 center_y = 148.9228
center_z = 163.3638

center_x =-13.5476
PBP2 5M18 1.98 center_y =-20.9507
center_z = 62.345

center_x = 18.3749
DHFR 2W9H 1.48 center_y = 68.9681
center_z = 43.475

center_x = 18.5417
YycG/YycF 5IS1 2 center_y = 52.3793
center_z = 10.5854

center_x =-23.9705
FabF 2GQD 2.3 center_y = 32.8015
center_z =4.5101

center_x = 3.8691

Fabl 4CV1 1.95 center_y =-9.732




center_z = 38.5248

center_x =2.4277

LigA 4GLX 1.9 center_y =-19.8806
center_z =56.7041
center_x = 26.6282
TrxB 4GCM 1.8

center_y = 30.8226
center_z = -12.0442




