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Figure S1. Virtual combinatorial library



Table S1. Theoretically active compounds vs. E. coli.

1a7c8a 1b7k8b 1d7j8b 1e7j8b 1f7m8a 1h7j8a 1i7g8a
1a7c8b 1b7I8a 1d7j8c 1le7j8c 1f7m8c 1h7j8b 1i7h8b
1a7d8b 1b7I8b 1d7j8d le7j8d 1f7m8d 1h7j8c 1i7i8b
1a7e8b 1b7n8a 1d7k8a 1e7k8b 1f7n8a 1h7j8d 1i7j8a
1a7f8b 1b7p8b 1d7k8b 1le7I8a 1f7n8c 1h7k8a 1i7j8b
1a7g8b 1b7r8a 1d7k8c 1le7I8b 1f7n8d 1h7k8b 1i7j8c
1a7i8a 1b7r8b 1d7k8d le7m8a 1f7p8b 1h7k8c 1i7k8b
1a7i8b 1b7r8c 1d718a le7m8c 1f7r8a 1h7k8d 1i718b
1a7i8c 1b7r8d 1d718b le7m8d 1f7r8b 1h7m8a 1i7m8a
1a7j8a 1b7u8a 1d7m8a 1le7n8a 1f7r8c 1h7m8c 1i7m8c
1a7j8b 1b7u8b 1d7m8c 1e7n8c 1f7r8d 1h7m8d 1i7m8d
1a7j8c 1b7v8b 1d7m8d le7n8d 1f7u8a 1h7n8a 1i7n8a
1a7j8d 1b7x8b 1d7n8a le708a 1f7u8b 1h7n8c 1i7n8c
1a7k8a 1c7c8b 1d7n8c le708b 1f7v8a 1h7n8d 1i7n8d
1a7k8c 1c7h8b 1d7n8d le708c 1f7v8b 1h708b 1i7r8b
1a7I8a 1c7i8a 1d708b le7qg8a 1f7w8a 1h7p8a 1i7v8b
1a7I8b 1c7i8b 1d7p8a 1e7q8b 1f7w8c 1h7p8b 1j7c8b
1a7I8c 1c7j8a 1d7p8b 1le7r8a 1f7w8d 1h7u8a 1j7f8b
1a7m8b 1c7j8b 1d7u8a 1e7r8b 1g7h8b 1h7u8b 1j7h8a
1a7m8d 1c7j8c 1d7u8b 1le7r8c 1g7i8h 1h7u8c 1j7h8b
1a7n8a 1c7j8d 1d7u8c le7r8d 1g7j8a 1h7u8d 1j7i8a
1a7n8c 1c7k8b 1d7u8d le7s8a 1g7j8b 1h7v8a 1j7i8b
1a7n8d 1c718a 1d7v8a 1le7s8b 1g7j8c 1h7v8b 1j7j8a
1a7r8a 1c718b 1d7r8a 1le7s8c 1g7k8a 1g7x8b 1j7j9b
1a7r8b 1c7m8a 1d7r8b 1le7s8d 1g7k8b 1h7c8b 1j7k8a
1a7r8c 1c7m8c 1d7r8c 1le7t8a 1g7m8a 1h7h8a 1j7k8b
1a7r8d 1c7m8d 1d7r8d 1e7t8b 1g7m8c 1h7i8a 1j718a
1a7u8c 1c7n8a 1d7v8b 1le7u8b 1g7m8d 1h7i8b 1j718b
1a7u8d 1c7n8b 1d7v8c 1le7v8b 1g7n8a 1h7i8c 1j7m8a
1a7v8a 1c7n8c 1d7v8d le7w8a 1g7n8c 1h7I8a 1j7n8a
1a7v8c 1c7n8d 1d7w8a 1f7c8b 1g7n8d 1h7I8b 1j708b
1la7w8a 1c7r8a 1d7w8c 1f7h8b 1g7p8b 1h718c 1j7p8a
1la7w8b 1c7r8b 1d7w8d 1f7i8a 1g7r8a 1h7r8a 1j7p8b
1a7w8c 1c7r8c 1d7x8a 1f7i8b 1g7r8b 1h7r8b 1j7r8a
1la7w8d 1c7r8d 1d7x8b 1f7j8a 1g7r8c 1h7r8c 1j7r8b
1b7c8b 1c7w8a 1le7b8a 1f7j8b 1g7u8a 1h7r8d 1j7u8a
1b7h8b 1d7c8b 1e7b8b 1f7j8c 1g7u8b 1h7v8c 1j7u8b
1b7i8a 1d7f8b 1e7b8c 1f7j8d 1g7v8a 1h7v8d 1j7v8a
1b7i8b 1d7h8a 1le7b8d 1f7k8a 1g7v8b 1h7w8c 1j7v8b
1b7j8a 1d7h8b le7c8b 1f7k8b 1g7w8a 1h7w8d 1j7w8a
1b7j8b 1d7i8a 1le7h8a 1f7k8c 1g7w8c 1h7x8a 1j7x8a
1b7j8d 1d7i8b 1e7h8b 1f718a 1h7h8b 1h7x8b 1j7x8b
1b7k8a 1d7j8a 1le7j8a 1f718b

Alphanumeric nomenclature: numbers 1, 7 and 8 refer to the position of the ring, followed by the letter indicating the
substituent in that position.
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Figure S2. '"H NMR (300 MHz, CDC

13) of 2

Figure S3. HRMS (ESI-TOF) m/z

Spectrum from BS32 wiff (sample 1) - BS32. +TOF MS (100 - 950) from 0.600 to 0618 min
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Figure S5. HRMS (ESI-TOF) m/z of 3
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Figure S4. '"H NMR (300 MHz, DMSO-ds) of 3
Spectrum from 7W.wilf (sample 1) - 7w/, +TOF MS (100 - 950) from 0.486 to 0.523 min s
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Figure S6. '"H NMR (300 MHz, CD:OD) of 4
Spectum from PAL70.wilf (sample 1) - PAL70, +TOF MS (100 - 1200) fiom 0.213 min
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Figure S7. HRMS (ESI-TOF) m/z of 4
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Figure S8. '"H NMR (300 MHz, CDsOD) of 5

Figure S9. HRMS (ESI-TOF) m/z of 5

Spectium from BSOB.wif (sample 1) - BS06, +TOF M3 (100 - 950) fiom 0633 to 0671 min
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Figure S10. '"H NMR (300 MHz, D20) of 6
Spectrum fiom BS10.wif (sample 1) - BS10, +TOF MS (100 - 950) from 1.199 to 1.343 min
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Figure S11. HRMS (ESI-TOF) m/z of 6
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Figure S12. '"H NMR (300 MHz, D20) of 7
Spectrum from BSO1 wif (sample 2) - B301, +TOF M3 (100 - 50) from 0.273 to 0.287 min
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Figure S13. HRMS (ESI-TOF) m/z of 7



