CHEMBIOCHEM

Supporting Information

© Copyright Wiley-VCH Verlag GmbH & Co. KGaA, 69451 Weinheim, 2005



© Copyright Wiley-VCH Verlag GmbH & Co. KGaA, 69451 Weinheim, 2005

BIO

Supporting Information

for

Structure and Biosynthesis of Myxochromides S, .3 in Stigmatella aurantiaca: Evidence for an Iterative Bacterial

Type | Polyketide Synthase and for Module Skipping in Nonribosomal Peptide Biosynthesis

Silke C. Wenzel, Brigitte Kunze, Gerhard Héfle, Barbara Silakowski, Maren Scharfe, Helmut Blocker, and Rolf Muller*



Thr
NMe

Leu Leu
Ala?  Ala! oH? dHy®
BH; RH;
Thr
. ?H,
4\'H" Thr
613 H aH
H

Alat Leu GIn Ala?
NH NH GIn Leu Alal Al&?

aH aH aH

U VAL

9.5 9.0 8.5 8.0 7.5 7.0 6.5 6.0 55 5.0 4.5 4.0 3.5 3.0 2.5 2.0 15 1.0 0.5

H NMR spectrum of Myxochromide S, in [Dg]DMSO at 300 MHz



Table S1. NOESY NMR data (600 MHz) of myxochromide S; in [Dg]DMSO.

H-Atom NOE observed®
N-Me-threonine NMe Thr 2-Hs (m), Ala® a-H (m), GIn a-H (w), Thr a,8-H (m), 2*-H (s), Gln NH (w)
a-H, 3-H Thr NMe (m), Gln a-H (w), 2°-H (w), 3"-H (w), Leu NH (s)
?-Hs Thr NMe (m), GIn a-H (w)
Leucine NH Leu B-H2P (m), Leu ?-H (m), Thr a,B-H (s)
a-H Leu d-Hz*P (s), Leu ?-H (m), Ala? NH (w), Ala NH (s)
R-H? Leu d-Hz? (m), Leu NH (w)
R-HP Leu d-Hs” (m), Leu NH (w)
?-H Leu a-H (m), Leu NH (m)
d-H3? Leu R-H,? (m), Leu a-H (m)
d-HsP Leu B-H.” (m), Leu a-H (m)
Alanine! NH Ala! B-Hs (w), Leu a-H (s)
a-H Ala® R-Hz (w), Ala? NH (m)
R-Hs GIn NH (w), Ala* NH (w)
Alanine? NH Ala a-H (m), Leu a-H (w), GIn NH (w)
a-H Thr NMe (s), GIn NH (m)
R-Hs Ala* a-H (w), Ala® NH (w), GIn NH (w), Ala* NH (w)
Glutamine NH Ala? 3-Hz (w), Gln R-H2 (m), GIn R-H®,?-H, (m), Thr NMe (w), Ala? a-H (m), Ala? NH (w)
a-H Thr 2-Hs (w), Thr NMe (m), Ala? a-H (w), Thr a,R-H (w)
R-H* GIn NH (m)
B-H®, ?-H,  GInd-NH? (w), GIn d-NH® (w), GIn NH (w)
d-NH? GIn B-H®,?2-H, (W)
d-NHP Gln R-H° 2-H, (w)

[a] Correlations between vicinal protons and within the side chain are not listed. w, weak; m, medium; s, strong.




