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Figure S1. In vitro specificity of the MicC-FAAL domain towards natural and unnatural substrates, as determined by the ATP-[32P]-
pyrophosphate exchange assay. {extended screening}
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Figure S2. 600 MHz *H NMR spectrum of the Ga>* complex of micacocidin P1 (2) in methanol-d,.
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Figure $S3. 150 MHz *C NMR spectrum of the Ga*>" complex of micacocidin P1 (2) in methanol-d,.
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Figure S4. HR-ESI-MS spectrum of the Ga** complex of micacocidin P1 (2).
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Figure S5. 600 MHz *H NMR spectrum of the Ga>* complex of micacocidin P2 (3) in methanol-d..
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Figure S6. 150 MHz *C NMR spectrum of the Ga*>" complex of micacocidin P2 (3) in methanol-d,.
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Figure S7. HR-ESI-MS spectrum of the Ga*" complex of micacocidin P2 (3).
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Figure $8. 600 MHz *H NMR spectrum of the Ga>* complex of micacocidin P3 (4) in methanol-d,.
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Figure S9. 150 MHz *C NMR spectrum of the Ga*>" complex of micacocidin P3 (4) in methanol-d,.
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Figure $10. HR-ESI-MS spectrum of the Ga*" complex of micacocidin P3 (4).
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Figure S11. 500 MHz *H NMR spectrum of the Ga** complex of micacocidin P4 (5) in methanol-d,.
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Figure $12. 125 MHz *C NMR spectrum of the Ga>" complex of micacocidin P4 (5) in methanol-d..
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Figure $13. HR-ESI-MS spectrum of the Ga*" complex of micacocidin P4 (5).

13041722Kreutzer #687 RT: 14.76 AV: 1 NL: 6.06E5
T: FTMS {1,1} + p ESIFull ms [100.00-2000.00]

Relative Abundance

N
o
i

95

90

85

65

60

55

50

45

40

35

15

10

o

646.1373

645.6964

648.1362

649.1390

650.1315

651.1345
|

Theoretical mass:
Delta (ppm):
Composition (calculated):

646.1353
3.05
C28H39N3O4S3Ga

o2}
S
N

i
L

646

T T T T
644

653.5024
T T ]
654

m/z

650 652

T
656

657.4559
T T T T T T T T T T [ T 1T

658 662

SI-14

T
664

|
666




Electronic Supplementary Material (ESI) for Organic & Biomolecular Chemistry
This journal is © The Royal Society of Chemistry 2013

Figure S14. 600 MHz *H NMR spectrum of the Ga** complex of micacocidin P5 (6) in methanol-d,.
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Figure $15. 150 MHz *C NMR spectrum of the Ga®>" complex of micacocidin P5 (6) in methanol-d..
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Figure $16. HR-ESI-MS spectrum of the Ga*" complex of micacocidin P5 (6).
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Figure $17. 600 MHz *H NMR spectrum of the Ga>* complex of micacocidin P6 (7) in methanol-d,.
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Figure $18. 150 MHz *C NMR spectrum of the Ga>" complex of micacocidin P6 (7) in methanol-d..

—194.7
—168.3
—146.2
—135.8

_—122.2
T~121.6
—117.0

1791
~178.8

[ A S O

| | | | \ | | | | | | | | \ | | | |
190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10

SI-19

ppm



Electronic Supplementary Material (ESI) for Organic & Biomolecular Chemistry
This journal is © The Royal Society of Chemistry 2013

Figure $19. HR-ESI-MS spectrum of the Ga*" complex of micacocidin P6 (7).
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